Quantitation Report

pata Path : D:{J\rrP1616\11142014_Run\
Data File : 11142014 _026.D

Acq On : 14 Nov 2014 10:05 pm

Operator :

Sample : NE36692-MS

Misc : Tag # NE36692-MS, Matrix Spike, 1X

ALS vial : 25 Sample Multiplier: 1

Quant Time: Nov 17 11:09:32 2014

Quant Method : D:\MassHunter\GCMS\1\methods\RP161JJJJjb .M
Quant Title : RP1616-MCHM Compounds

QLast Update : Wed Nov 12 16:18:43 2014

Response via : Initial Calibration

(QT Reviewed)

Compound R.T. QIon Response Conc Units Dev(Min)

Internal Standards

1) 1,4-Dichlorobenzene-d4 5.075 152 432381 2
3) Naphthalene-d8 6.457 136 1886857 2
5) Acenaphthene-d10 8.216 164 1058879 2
10) Phenanthrene-d10 9.681 188 1605101 2
11) Chrysene-d12 13.963 240 1000261 2
12) Perylene-d12 16.804 264 614455 2

System Monitoring Compounds

7) 2-Fluorobiphenyl 7.575 172 561441
Spiked Amount 12.500 Range 25 - 150 Recovery
Target Compounds

2) MCHM 5.716 55  114080m

4) PPH 6.857 94 76882m

6) 1,4-CHDM 0.000 (%]

8) DM-1,4-CHDC 0.000 (%]

9) di-PPH 8.534 59  180912m
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(#) = qualifier out of range (m) = manual integration (+)
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Time

Quantitation Report (QT Reviewed)

o: Il \rP1616\11142014_Run\
11142014_626.D
: 14 Nov 2014 10:05 pm

: NE36692-MS
: Tag # NE36692-MS, Matrix Spike, 1X
: 25 Sample Multiplier: 1

: Nov 17 11:09:32 2014

Quant Method : D:\MassHunter\GCMS\1\methods\RP161¢jJJfjo .M
Quant Title : RP1616-MCHM Compounds
QLast Update : Wed Nov 12 16:18:43 2014

Response v
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ia : Initial Calibration

TIC: 11142014_026.D\data.ms
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Abundance  gean 345 (5.716 min): 11102014_009.O\data.m #2

558.1 MCHM

Concen: 2,77 ug/mL m
RT: 5.716 min Scan# 345

Ref 50 o1q 972 Delta R.T. ©.000 min

Lab File: 11142014_026.D
Acq: 14 Nov 2014 10:05 pm

30 40 50 60 70 80 90 100 110 Tgt Ion: 55 Resp: 114080

m/z-->
Abundance  Sean 345 (5.716 min): 11142014_026.Didatam 100 Ratio  Lower Upper
54.1 55 100
97 19.7 34.6 51.8#
116 3.2 4.8  7.2#
Raw 50 7
411 81.1 6.2 Abundance
: 30000 7
67.1 | l 102 5116
0"'|'|l||lllllllll|| | "'T] "' "'III llII‘!IlI
fz> 30 40 50 60 70 80 90 100 110
Abundance  Scan 345 (5.716 min): 11142014_026.D\data.m 20000
4.1
l
Sub 10000
50 | 97.2
a1 | 811 |
. i il
| 6‘8|'1 !l 1102 .
0 ‘1' N ‘| ll e e =
||||| llllIl TTTT[TTT LAREE ERARERRRLE RN 1—|—]—r'_7‘—7_t_[_1—‘f‘
. 30 40 50 60 70 80 90 100 110 Timews> 55  6.00

Abundance  gcan 538 (6.851 mm) 11102014 009.D\data.m #4

PPH
Concen: 1.85 ug/mL m
RT: 6.857 min Scan# 539
Ref 50 Delta R.T. ©.000 min
771 Lab File: 11142014_026.D
51.1 1521 Acq: 14 Nov 2014 10:05 pm
0|lIliljl‘llllllllllllrl’vllvv‘r'll II 1211 "I"l‘l
miz--> 40 60 80 100 120 140 Tgt Ion: 94 Resp: 76882
Abundance  gcan 539 (6.857 min): 11142014_026.D\datam 107 Ratio  Lower Upper
94.1 94 100

152 14.1 13.4 20.0
77 23.3 21.2 31.8

Raw 50
77 1 Abundance
45.1 | 152.2 30000, 6.457
0 .!i“vl."lv I'll"“' . ‘Hll + .'.'l. l119‘1' AR
miz> 40 60 80 100 120 140
Abundance  gean 539 (6.857 min): 11142014_026 D\data.m 20000
94.1
Sub 50 10000
77.0
451 | 15;2-2
o d i 119 % op=
T ] T T l Tt LI B rl"l'l T ] TrrT I LI | ‘YTT_‘—!‘T-V'TTT’T_"T—Iﬂ_I
iz 40 60 80 100 120 140 Tinew> 6.80 7.00 7.20

11142014_026.D RP1616_-).M Mon Nov 17 11:10:30 2014 DAN Page 3



Abundance TIC: 11142014_026.D\data.ms - #6
4000000 1,4-CHDM
Concen: N.D.
Expected RT: 7.49 min
3000000
Lab File: 11142014_026.D
2000000 Acq: 14 Nov 2014 10:05 pm
Tgt Ion: 67
1000000 Sig Exp Ratio
67 100
55 59.7
0! 95 255.8
Time-> 600 650 7.00 7.50 800 850
Abundance |on 67,10 (66.80 to 67.80): 11142014_026.D\d:
200000{lon 55.10 (54.80 to 55.80): 11142014_026.D\d:
lon 95.20 (94.90 to 95.90): 11142014_026.D\d:
150000
100000
50000
0! A/\&A . N
T T
Time-> 600 650 7.00 750 800 850
Abundance TIC: 11142014_026.D\data.ms #8
4000000 DM-1,4-CHDC
Concen: N.D.
Expected RT: 7.98 min
3000000
Lab File: 11142014_026.D
2000000 Acq: 14 Nov 2014 10:05 pm
Tgt Ion: 81
81 100
140 61.8
L A e e O U 17.7
Time—> 700 750 800 850  9.00
Abundance  1on 81.20 (80.90 to 81.90): 11142014_026.D\dz
50000//0n 140.20 (139.90 to 140.90): 11142014_026.C
lon 168.20 (167.90 to 168.90): 11142014_026.C
40000
30000
20000
10000
A L
T T 1 T N
Time—> 700 750 800 850  9.00
11142014_026.0 RP1616 o n Mon Nov 17 11:10:30 2014 DAN
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Abundance  gcan 824 (8.534 min): 11102014_009.0\data.m #9

59.1 di-PPH
Concen: 4,75 ug/mL m
RT: 8.534 min Scan# 824
Ref 50 Delta R.T. -©0.006 min
94.1 Lab File: 11142014_026.D
135.1 162.2 2102 Acq: 14 Nov 2014 10:05 pm
o .
Miz—> 40 60 80 100 120 140 160 180 200 Tgt Ton: 59 Resp: 180912
Abundance  scan 824 (8.534 min): 11142014_026.D\atam 101 Ratio Lower Upper
59.1 59 100
94 19.0 23.0 34.6#
210 4.7 6.1  9.1#
Raw 50
94.1 Abundance
8.434
1352 10.
A O AT P
. 40 60 80 100 120 140 160 180 200
60000
Abundance  §can 824 (8.534 min): 11142014_026.D\data.m
59.1
40000
Sub
50
94.1 20000 RJ
(v 'll TY l|ll|vlll[llll lll| |v|l|llll||r1v’ _l—|—l"_T_T_T—f_'r
> 40 60 80 100 120 140 160 180 200 e 8.50

11142014_026.0 RP1616 o -M Mon Nov 17 11:10:30 2014 DAN Page S



LSC Area Percent Report

pata Path : D:{J\RP1616\11142014_Run\
Data File : 11142014_026.D

Acq On : 14 Nov 2014 10:05 pm

Operator :

Sample : NE36692-MS

Misc : Tag # NE36692-MS, Matrix Spike, 1X

ALS Vvial : 25 Sample Multiplier: 1

Integration Parameters: RP1616.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 2 Min Area: 1006 Area counts
Start Thrs: 0.02 Max Peaks: 34

Stop Thrs : 0.01 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: ©

Method  : D:\MassHunter\GCMS\1\methods\RP161(jb-M

Title : RP1616-MCHM Compounds

Signal ¢ TIC: 11142014 026.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max.  total

1 5.075 229 236 289 rBV 1294104 3199305 53.79% 9.495%
2 5.540 309 315 339 rBV 79443 176295 2.96% ©.523%
3 5.716 339 345 401 rVB 118134 269136 4.52% 0.799%
4 6.457 449 471 481 rBV 3229798 5947785 100.00% 17.651%
5 6.599 481 495 527 rVB 1096853 4372788 73.52% 12.977%

6 6.857 527 539 567 rVB 105743 273926 4.61% 0.813%
7 7.575 653 661 679 rBV 1753893 1776391 29.87% 5.272%
8 8.210 759 769 797 rBV 4186103 4650706 78.19% 13.802%
9 8.451 797 810 817 rBV 116380 151557 2.55% ©.450%
106 8.534 817 824 831 rW 318315 388134 6.53% 1.152%
11 8.587 831 833 849 rvB3 55721 150787 2.54% 0.447%
12 8.698 849 852 857 rBV 45166 38461 ©.65% ©.114%
13 8.928 877 891 895 rBV2 24347 37171  0.62% 0.110%
14 9.163 927 931 933 rBV 36263 36841 ©.62% ©0.109%
15 9.193 933 936 943 rW 44238 55387 ©.93% 0.164%
16 9.328 953 959 963 rBV 60339 53067 0.89% 0.157%
17 9.534 987 994 1007 rBV 55841 107239 1.80% ©0.318%
18 9.681 1007 1019 1025 rW2 3460378 4316825 72.58% 12.811%
19 9.728 1025 1027 1035 rVW 542034 547965 9.21% 1.626%
20 9.851 1035 1048 1055 rW 864712 1216526 20.45% 3.610%

21 9.928 1055 1061 1073 rW 518869 621806 10.45% 1.845%
22 10.022 1073 1077 1081 rW7 20661 42247 0.71% = 0.125%
23 10.057 1081 1083 1093 rW10 17909 62469 1.085% 0.185%

24 10.134 1093 1096 1101 rW5 27468 44752 0.75% ©.133%
25 10.339 1119 1131 1139 rW5 8236 34017 0.57% 0.101%
26 10.534 1157 1164 1173 rVB5S 14394 40451 ©0.68% ©0.120%
27 10.875 1217 1222 1239 rWS5S 9612 46804 ©0.79% 0.139%
28 10.998 1239 1243 1257 rW5 14132 40434 0.68% 0.120%
29 11.145 1257 1268 1273 rW5 14658 52286 ©.88% 0.155%
30 11.204 1273 1278 1301 rVW5 18328 99529 1.67% ©9.295%
31 11.375 1301 1307 1319 rWS5 13033 46478 ©.78% 0.138%
32 11.534 1319 1334 1341 rWS5S 9713 43639 0.73% 0.130%

33 13.963 1737 1747 1813 rVB 1369149 2934359 49.34% 8.708%
34 16.804 2215 2230 2291 rBV 754952 1820398 30.61% 5.402%

RP1616 o -1 Tue Nov 18 15:04:30 2014 DAN



LSC Area Percent Report

pata Path : D: {J\rP1616\11242014_Run\
Data File : 11142014_026.D
Acq On : 14 Nov 2014 10:05 pm

Operator :
Sample : NE36692-MS
Misc : Tag # NE36692-MS, Matrix Spike, 1X

ALS vial : 25 Sample Multiplier: 1

Integration Parameters: RP1616.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 2 Min Area: 100 Area counts
Start Thrs: 0.02 Max Peaks: 34

Stop Thrs : ©.01 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: ©

Method : D:\MassHunter\GCMS\I\methods\RPlSl-b.M
Title : RP1616-MCHM Compounds
Sum of corrected areas: 33695961

RP1616 o.M Tue Nov 18 15:e4:30 2014 DAN



LSC Report - Integrated Chromatogram

Data Path : D:m\RP1616\11142014_Run\
Data File : 11142014_026.D

Acq On : 14 Nov 2014 10:05 pm
Operator
Sample
Misc

ALS Vvial

¢ NE36692-MS
: Tag # NE36692-MS, Matrix Spike, 1X
: 25 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161ffjo.»
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

Abundance
40000001 -

TIC: 11142014_026.D\data.ms

6.457
3000000

2000000 7.575

5.075
6.599

1000000

5540716 ; 6.857

9.681

9.851
9(728.928

8.534
|| 848508 0200 18820 534
. ===

A
LN N M B S B S S B B A S S N B S |

5.50 6.00 6.50 7.00 7.50
TIC: 11142014_026.D\data.ms

Time-->
Abundance

4000000

3000000

2000000

13.963

1000000

39.380.534 10.87.9981264375534

LEN s

T frhl‘r

10.00

LI S B B B S

8.00 8.50 9.00 9.50

T

T
10.50

T TTTT

T
11.00

=TT

T T
11.50 12.00

LA S B B N B B B B B B

T 1
12.50 13.00 13.50 14.00
TIC: 11142014_026.D\data.ms

Time-->
Abundance

4000000

3000000

2000000

1000000 46 504

L B

T T T

T
156.00 15.50

14.50 16.00

T T T
17.50 18.00 18.50

LU S B A N S B N B BN B B S B SN B B

L B T T
Time—> 17.00 19.00 19.50 20.00
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Library Search Compound Report

Data Path : D:H\Rnsm\nmzom_aun\
Data File : 11142014_026.D

Acq On : 14 Nov 2014 10:05 pm

Operator :

Sample : NE36692-MS

Misc : Tag # NE36692-MS, Matrix Spike, 1X

ALS Vial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161 o.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST1l.L
TIC Integration Parameters: RP1616.P

ke 3 3 % 3k 3 3k ok ok ok ok ok %k ok e ok o ok ok ok ok Ok ok ok ok ok ok ok sk ok b ok ok ok ok 3k ok ok ok ok 3k ok ok ok ok ok ki sk ok ok Ok K ok ok ok ok ok ook ok ok ok ok
Peak Number 1 Cyclohexanemethanol, 4-meth... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.540 1.10 ug/mL 176295 1,4-Dichlorobenzene-d4 5.075
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-49-3 78
2 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-48-2 53
3 Oxalic acid, cyclohexylmethyl et... 214 C11H1804 1000309-68-0 50
4 Cyclohexanemethanol, 2-methyl- 128 C8H160 ©002105-40-0 50
S 1,1'-Bicycloheptyl N 194 C14H26 023183-11-1 47

Abundance  Scan 315 (5.540 min): 11142014_026.D\data.ms (-309) M/Z 55.10 100.00%
54.1

5000 97.2

(o]
pere
[ ]

39 5.20 5.40 5.60 5.80
m/z 97.20 46.27%

TT

Ii'l ’Illl]ll
20 40 60 80 100 120 140

m/z-->
Abundance #12641: Cyclohexanemethanol, 4-methyl-, trans- [ @
55.0
5000 S 5.20 5.40 5.60 5.80
29.0 81.0 m/z 81.20 29.93%
“I lll A, IL " )
R R R e e R e AR
mizes 20 40 60 80 100 120 140
Abundance #12635: Cyclohexanemethanol, 4-methyl-, cis-
55.0
5.20 5.40 5.60 5.80
5000 m/z 95.20 28.89%
97.0
27.0 | 81.0 L
--v|-U‘rf!||[rﬁ—r”|.|n--|: I""'I""l"
/s 20 40 60 8 100 120 140
Abundance #72322: Oxalic acid, cyclohexylmethyl ethyl ester 5.20 5.40 5.60 5.80
55.0 ' AT
q 97.0 m/z 41.10 23.31%
miz--> 20 40 60 80 _ 100 120 140 5.20 5.40 5.60 5.80

RP1616 oM Tue Nov 18 15:04:31 2014 DAN Page: 4



Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014_026.D

Acq On : 14 Nov 2014 10:05 pm

Operator

Sample . NE36692-MS

Misc : Tag # NE36692-MS, Matrix Spike, 1X

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMs\1\methods\RP161JJJJ0 .1
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST1l.L
TIC Integration Parameters: RP1616.P

3 3 3 e e s ok ook ok ek ok ok ok ok s 3k ok ok sk ok ke ok ok ok ok 3 sk 3 3k ok ke ke sl e 3k e e sk ke sk ok ok ok sk o sk sk sk ke ok sk 3k ok ok ok ok ok ok sk sk ok ok ok ok
Peak Number 2 Cyclohexanecarboxylic acid,... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.599 14,70 ug/mL 4372790 Naphthalene-d8 6.457
Hit# of S Tentative ID MW MolForm CAS# Qual
1 Cyclohexanecarboxylic acid, 4-me... 142 C8H1402 004331-54-8 94
2 Cycloheptanecarboxylic acid 142 (C8H1402 001460-16-8 53
3 3-Methylcyclohexane-1-carboxylic... 142 C8H1402 1000132-15-7 45
4 1,14-Tetradecanediol 230 C14H3002 019812-64-7 14
5 Cyclopentanone, oxime 99 CSHONO 001192-28-5 14
Abundance  gcan 495 (6.599 min): 11142014_026 D\data.ms (-481) ~ M/z 55.10 100.00%
581
5000 :
6.20 6.40 6.60 6.80 7.00
Tz 20 40 60 80 100 120 140 m/z 70.20 57.29%
Abundance #19794: Cyclohexanecarboxylic acid, 4-methyl- i \]
58.0
5000 6.20 6.40 6.60 6.80 7.00
m/z 81.10 50.17%
2> 20 40 60 80 100 120 140
Abundance #19682: Cycloheptanecarboxylic acid
55.0
§ 6.20 6.40 6.60 6.80 7.00
5000 g2.0 99.0 m/z 41.10  36.64%
S 1240 1420
I |
miz—> 20 40 60 80 100 120 140
Abundance #19796: 3-Methyl%~,i8hexane-1carboxylic acid 6.0 6.40 6.60 6.80 7.00
bt m/z 82.15  33.30%
l
5000 !
41.0 j | 970 142.0
11' | ‘ ; . 124.0
..,r.‘.,kﬁ.wj.!h AT A Ll e
mize> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80 7.00

RP1616 JJo-M Tue Nov 18 15:04:32 2014 DAN Page:



Library Search Compound Report

Data Path : D:M\RP1616\11142014_Run\
Data File : 111 26.D

Acq On : 14 Nov 2014 10:05 pm

Operator

Sample : NE36692-MS

Misc : Tag # NE36692-MS, Matrix Spike, 1X

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161JJjb .M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

2k 2k de e 3k 3k ok e 3 3 3 3k ok e ok ok ok 3k ok ok ok ok o ok ok ok sk 3k ok ok ok sk ok sk sk 3k ok sk sk ok sk ok ok sk ok ok ok ok ok ok ok 3k ok 3k k k3 ok ok ok ok ok ok
Peak Number 3 Carbonic acid, 2-methoxyeth... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.451 0.65 ug/mL 151557  Acenaphthene-d1e@ 8.216
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, 2-methoxyethyl ph... 196 C10H1204 1000357-86-8 72
2 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 35
3 Carbonic acid, (3,4,4-trimethyl-... 252 C13H1605 109123-69-5 32
4 Benzene, (1,1-dimethylethoxy)- 150 C1eH140 006669-13-2 27
5 Benzene, (1,1-dimethylethoxy)- 150 C10H140 006669-13-2 27

Abundance  scan 810 (8.451 min): 11142014_026.D\data.ms (-797)  m/z 59.10 100.00%
A
94.1

5000

s

8.20 8.40 8.60 8.80

> 20 40 60 80 100 120 140 160 180 200 220 240 iifz 9419 = 73,955

Abundance  #57665; Carbonic acid; 2-methoxyethyl phenyl ester

59.0 H “ ‘\
5000 8.20 8.40 8.60 8.80
m/z 77.10 32.94%
121.0 152.0 196.0
miz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17283: Ethanol, 2-phenoxy-
94.0
| 8.20 8.40 8.60 8.80
5000 ! m/z 121.05 22.13%
; 138.0
51.0 f )
25 ) 1 . |
2> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #103653: Carbor;ic acid, (3,4,4-trimethyl-1,2-dioxetan-3- 8.20 8.40 8.60 8.80
94.0 ittt
43.0 m/z 41.10 19.60%
5000 j
e
194.0220.0 252.(
_nTTITTTTrY_rr!TﬂTTrm'
e 20 40 60 80 100 120 140 160 180 200 220 240 8.20 8.40 8.60 8.80

RP1616 o.M Tue Nov 18 15:04:32 2014 DAN
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Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014_026.D

Acq On : 14 Nov 2014 10:05 pm

Operator

Sample : NE36692-MS

Misc : Tag # NE36692-MS, Matrix Spike, 1X

ALS vial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161jb .M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

sk ofe sfe ke ke ok ok ok ok ok s ok ok ok ok ok ok sk skl ok ok sk sk sk ok ok ok sk ok kol ok ok ok ok Sk ok sl sk ke 3 3 S kel e ke ok Sk sl kel e s ke ke ke ok ke ok Ok ke ok ok

Peak Number 4 Benzene, (2-methoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.587  0.65 ug/nL 150787 Acenaphthene-dio 8.216
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (2-methoxyethoxy)- 152 CoH1202 041532-81-4 32

utanoyl chloride, 4-phenoxy-

-Propanol, 1,1'-[(1-methyl-1,2-..., 192 C9H20604
-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403

1B
28
3 1,3-Oxathiolane, 2-(4-methoxyphe..
42
51

198 C10H11C102 005139-89-9 27
. 210 C11H1402S

100058-73-9 22
001638-16-9 16
000106-62-7 16

Abundance  gcan 833 (8.587 min): 11142014_026.D\data.ms (-831) ~ M/z 59.10 100.00%
59.1
5000 | JL
8.20 8.40 8.60 8.80 9.00
. 20 40 60 80 100 120 140 160 180 200 m/z 135.05  50.20%
Abundance

#25995: Benzene, (2-methoxyethoxy)-

20 40 60 80 100 120 140 160 180 200

-

8.20 8.40 8.60 8.80 9.00
m/z 77.10 36.46%

miz—->
Abundance #59140: Butanoyl chloride, 4-phenoxy-
135.0
8.20 8.40 8.60 8.80 9.00
5000 390 770 107.0 ‘m/z 94.10 33.50%
h ! ! 'j 198.0
miz—> 20 40 60 80 100 120 140 160 180 200
Abundance  #58999: 1,3-Oxathiolane, 2-(4-methoxyphenyl)-2-methyl~ 8.20 8.40 8.60 8.80 9.00
136.0 .20 8.40 8.60 8.80 9.
m/z 107.10 32.51%
5000
43.0 770 é 1950:
80 L .
miz—-> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00

1616 Jo-m Tue Nov 18 15:04:33 2014 DAN
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Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014_026.D
Acq On ¢ 14 Nov 2014 10:05 pm

Operator
Sample : NE36692-MS
Misc : Tag # NE36692-MS, Matrix Spike, 1X

ALS vial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP1614JJjjb.»
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

3% 3k o o o % 3k 3k s ok o %k ok ok ok ok ok 3k ok ok ok ok ok ok ok ok ok ok 3k ok ok ok ok 3k ok sk ok 3k s ok sk a3k ok ok ok ok ok sk ok ok ok ok o ok 3 3 Ok Ok o % ok ok ok ok ok %
Peak Number 5 Heptadecane Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
o163 0.17 ug/mL 36841 Phenanthrene-d16 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 200 C17H36 000629-78-7 90

2 Heptadecane 249 C17H36 000629-78-7 87
3 Heneicosane 296 C21H44 ©000629-94-7 83
4 Tetracosane 338 C24H50 000646-31-1 80
S Octadecane 254 C18H38 000593-45-3 80

Abundance  gcan 931 (9.163 min): 11142014_026.D\data.ms (-927) ~ m/z 57.15 100.00%
57.1
5000
e —
1132 1542 1963 8.80 9.00 9.20 9.40
m/z 43.15 64.47%
miz—> %0 100 %0 200 230
Abundance #94345: Heptadecane
5000 SR ——
8.80 9.00 9.20 9.40
99.0 m/z 71.20 63.98%
141.0 182.0
mize> 50 100 150 200 250
Abundance #94346: Heptadecane
5.0 IIII||]II|I[IIIIIII|III
: 8.80 9.00 9.20 9.40
5000 n ‘m/z 85.15 47.44%
141.0 183.0 240.0
mize> 50 100 150 200 250
Abundance ) ; I AR AR WARAL AARM
u #141426: Heneicosane 8.80 9.00 9.20 9.40
m/z 41.10 39.01%
5000
, 141.0 1830 225.0
B VABALNABAL VABALAARRE A
mize> 50 100 150 200 250 8.80 9.00 .20 9.40

rr1616 i

.M Tue Nov 18 15:04:34 2014 DAN

Page:



Library Search Compound Report

pata Path : D: {Jl\rRP1616\11142014 Run\
Data File : 11142014_026.D
Acq On ¢ 14 Nov 2014 10:05 pm

Operator
Sample : NE36692-MS
Misc : Tag # NE36692-MS, Matrix Spike, 1X

ALS vial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161cljo.#
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: RP1616.P

3 3k o ok o e e o ok ok o ok sk ok ok ok o e ke ke ok ok ok ok ok sk ok sk skl ok e sk ok 3k e ol S ol ke e ke ol ke sk sk kol s sk ke ke ok ok ok R ok sk ol ok ok ok ok Ok ke ok ok

Peak Number 6 Pentadecane, 2,6,10,14-tetr... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

9.193 0.26 ug/mL 55387 Phenanthrene-d10 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90
3 Dodecane, 2-methyl-8-propyl- 226 C16H34 055045-07-3 78
4 Tridecane, 5-propyl- 226 C16H34 055045-11-9 72
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 59

Abundance  Scan 936 (9.193 min): 11142014_026.D\data.ms (-933) /2 57.10 100.00%
1

5000
D —
8.80 9.00 9.20 9.40 9.60
a.s 20 40 60 80 100120140160180200220240260 ~ "™/Z 71.20  79.59%
Abundance #117659; Pentadecane, 2,6,10,14-tetramethyl-
_rmTrmTrrqu'
5000 8.80 9.00 9.20 9.40 9.60
183 m/z 43.10 57.35%
155.0 1830 225.0253.0
N 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #11 ;658: Pentadecane, 2.6,10,14-tetramethyl-
51.0
WY'TT"I""TW‘(
i i 8.80 9.00 9.20 9.40 9.60
50000 | | I m/z 85.15 36.29%
L1880 450
e _ 225.0253.0
. 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance 5 7#(8)3050: Dodecane, 2-methyl-8-propyl- 8.80 9.00 9.20 9.40 9.60
T m/z 41.15 32.78%
5000
S
Tz 20 40 60 80 100120 140 160 180 200 220 240 260 8.80 9.00 9.20 9.40 9.60

rRr1616 o.M Tue Nov 18 15:04:34 2014 DAN Page: 9



Library Search Compound Report

pata Path : D:\Jl\RP1616\11142014_Run\
Data File : 11142014_026.D

Acq On : 14 Nov 2014 10:05 pm

Operator

Sample : NE36692-MS

Misc : Tag # NE36692-MS, Matrix Spike, 1X

ALS vial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161JJfjb.»
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

3k 2k ok ke 3k 3k ok k 3k sk d 3k ok ok ok ok ok ok 5k 3k ok ok dk 3k 3 ok ok ok ok sk ok ok ok ok ok ok ok k ok ok ke sk 3k 3k ok 3k ok ok ke ok ok ofe e ol e 3k 3k ke ok ok ok ok ok ok ok ok

Peak Number 7 Cyclohexane, 1,4-dimethyl-,... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.328 0.25 ug/mL 53067 Phenanthrene-d10 9.681

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 45
2 Cyclohexene, 1-(1,1-dimethyletho... 168 C11H200 040648-24-6 43
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 38
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 38
5 3-Hexene, 2,2-dimethyl-, (E)- 112 C8H16 000690-93-7 38

Abundance  gcan 959 (9.328 min) 11142014_026.D\data.ms (-953) M/z 97.20 100.00%

5000

~
N
N

9.00 9.20 9.40 9.60
m/z 70.15 96.97%

217.3

fam> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6806: Cyclohexane, 1,4-dimethyl-, cis-
530 ~ 97.0
TTTTTTT T T T T
5000 , 9.00 9.20 9.40 9.60
29.0 m/z 55.10 94.43%
. 20 40 60 80 100 120 140 160 180 200 220
Abundance  #36693: Cyclohexene, 1-(1,1-dimethylethoxy)-3-methyl-
97.0
9.00 9.20 9.40 9.60
5000 m/z 112.20 42.92%
41.0
L o
180 | 41350 1680
A ,m, ....... LD S
mfz—> 20 40 so ao 100 120 140 160 180 200 220
Abundance #6809: Cyclohexane, 1,3—dimethyl~, cis- 9.00 9.20 9.40 9.60
55.0 97.0 e I ,
i m/z 41.18 40.19%
5000
I =
AARANRASEEEREEsnanasnanannsns sl e n a T 2|
miz> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60

RP1616 o.M Tue Nov 18 15:04:35 2014 DAN

Page:
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Library Search Compound Report

pata Path : D: {Jj\rP1616\11142014_Run\
Data File : 11142014_626.D
Acq On : 14 Nov 2014 10:05 pm

Operator :
Sample : NE36692-MS
Misc : Tag # NE36692-MS, Matrix Spike, 1X

ALS Vial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter‘\GCMS\l\methodS\RP161-b.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST1l.L
TIC Integration Parameters: RP1616.P

s s ke ok e s ok ol o e o sl e ke o e sk e sk ok sk s ke ok ok ok ok ke ok sk ok e ke ok ok e ke Sk e fe ok s s ok sl e ok sk ok e ok sk ok ok ok ke ok dk ok K ok ok ok k ok k

Peak Number 8 Phenanthrene, 9-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.534 0.50 ug/mL 107239  Phenanthrene-d10 9.681

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 58
2 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 58
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 58
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 53
S Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 53

Abundance  gcan 994 (9.534 min): 11142014_026.D\data. ms(987) m/z 192.20 100.00%

L

'9.50
20 40 60 80 100 120 140 160 180 200 ™% 193.20  15.14%

miz—-> ]
Abundance #54744: Phenanthrene, 9-methyl-
192.0
5000 9.50

m/z 146.20 14.56%

5000

96.0 165.0

| 390 63.0 116.0 139.0
20 40 60 80 100 120 140 160 180 200

miz-->
Abundance #54747: Phenanthrene, 3-methyl-
192.0 SN W L S
: 9.50
5000 | m/z 57.10 14.38%
960 §
39.0 63.0 1 11601390 1650 | W
Tﬁ‘r"lf‘|'l"['l[[lll|lr |I'||'I‘|||I|’ll|‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54748: Phenanthrene, 2-methyl- T '
. 1920 950
f m/z 160.20  12.24%
5000
96.0
390 630 . 1160 1390 1650
, ey e e
miz--> 20 40 60 80 100 120 140 160 180 200.

RP1616 -1 Tue Nov 18 15:04:36 2014 DAN Page: 11



Library Search Compound Report

Data Path : D:-\RP1616\11142014_Run\
Data File : 11142014_026.D

Acq On : 14 Nov 2014 10:05 pm

Operator

Sample : NE36692-MS

Misc : Tag # NE36692-MS, Matrix Spike, 1X

ALS vial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161jJfjo .
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: RP1616.P

sk 3¢ 3 ok 3k ok 3k ok o 3k 3k 3k 3 o ok 3 3 ok ok ok ke 3k ok ok ok ok ok 3k ok sk ok ok ok 3k 3k ok ok 3k ok 3k 3 ok ok 3 ok sk ok ok ok ok ok ok 3k ok ok K ok ok ok 3K ok ok ok ok ok ok
Peak Number 9 1H-Pyrazole, 1,3,5-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.851 5.64 ug/mL 1216530  Phenanthrene-d10 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1H-Pyrazole, 1,3,5-trimethyl-
2 Cyclohexanemethanol, 4-methyl-,

3 Octahydroquinolin-4-one

4 2-Furancarboxylic acid, 2-ethylc...

110 C6H1ON2
. 128 CBH160
153 COH15NO

5 4H-Cyclopenta[b]pyridin-4-one, o... 139 C8H13NO

222 C13H1803

001072-91-9 58
003937-48-2 43
1000302-88-0 38
1000278-83-7 35
1000327-57-3 35

Abundance Scan1048 (9 851 min): 11142014_026.D\data.ms (-103 ~ M/z 95.20 100.00%

94.2
5000

125.2 )
1551 183.2 210.2 1000
20 40 60 80 100 120 140 160 180 200 220 "'/z 116.15  93.21%

m/z-->
Abundance #5740: 1H-Pyrazole, 1,3,5-trimethyl- m
110.0

; ] :
5000 9.50 1ooo
320 55.10  93.13%
15,0 68.0 m/z 3
mize> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12635: Cyclohexanemethanol, 4-methyl-, cis-
55.0
10,00
5000 ' m/z '97.20 63.83%
97.0 :
27.0 e
s 1 ||
s 20 40 60 80 100 120 140 160 180 200 220
Abundance #26551: Octahy%roqumohn -4-one 950 1000
m/z 81.10 59.23%

L B

miz--> 20 40 60 80 100 120 140 160 180 200 220 10.00

RP1616 o.M Tue Nov 18 15:04:36 2014 DAN

Page: 12



Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014_026.D

Acq On ¢ 14 Nov 2014 10:05 pm

Operator

Sample : NE36692-MS

Misc . Tag # NE36692-MS, Matrix Spike, 1X

ALS Vial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter‘\GCMS\I\methods\RPlGl-b.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

sk o afe o e o ok ofe ok sk e ok ok ok ok ok ok sk s ok ok ok ok e ok ok sk ok ok ok kol ok ok 3k ok Sk s s 3 3 sk sk sk ke ook sk ok koK sk ke ke ok ok sk ok ok kol ko ok K ok

Peak Number 10 5,7-Octadien-3-o0l, 2,4,4,7-... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

9.928 2.88 ug/mL 621806 Phenanthrene-d10 9.681
Hit# of S Tentative ID MW MolForm CAS# Qual
1 5,7-Octadien-3-01, 2,4,4,7-tetra... 182 C12H220 077142-78-0 50
2 3-Cyclopenten-1-one, 2,2,5,5-tet... 138 C9H140 081396-36-3 47
3 trans-(2-Ethylcyclopentyl)methanol 128 C8H160 036258-08-9 47
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 47
S 2-Cyclopenten-1-one, 3,4-dimethyl- 110 C7H100 030434-64-1 43

Abundance  gcan 1061 (9.928 min): 11142014_026.D\data.ms (-105  m/z 95.20 100.00%
551 942

5000

LN A S

125.2 © 1000

1556.2 191.2 2221 259.% .
20 40 60 80 100 120 140 160 180 200 220 240 260 m/z 110.20  87.93%

miz-->
Abundance  #47220: 57-Octadien-3-0l, 2,4,4,7-tetramethyl-, (E)- U’U
95.0
Pl
! v T Al T I T L] T T
5000 10.00
m/z 55.10 86.02%
138.0 1820
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17626: 3-Cyclopenten-1-one, 2,2,5,5-tetramethyl-
95'0 T T T T [ T T T T
| 10.00

5000 - m/z 97.15 67.61%
138.0

miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12632: trans-(2-Ethylcyclopenty))methanol T
m/z 81.1@ 58.86%

TF

e T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.00

RP1616 JJfo-1 Tue Nov 18 15:04:37 2014 DAN ' Page:



Data Path : D:
Data File : 11142014_626.D

Acq On ¢ 14 Nov 2014 10:05 pm
Operator

Sample : NE36692-MS

Library Search Compound Report

\RP1616\11142014_Run\

Misc : Tag # NE36692-MS, Matrix Spike, 1X

ALS Vial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161dJJjo-m

Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: RP1616.P

3 3 ok 3k oK 3k o ok ok ok ok ok sk ok 3 ok ok ok ok 3 ok 3k ok ke ok ok 3k 3k ok e ok ke sk 3k 3k ok o ok 3k 3 3 ok ok ok ok ok ok 3 ok ok 3k 3k ok ok ok ok ok ok ok ok ok ok ok X ok ok ok

Peak Number 11 Pentadecane, 4-methyl-

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.022 0.20 ug/mL 42247 Phenanthrene-d10 9.681
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 4-methyl- 226 C16H34 002801-87-8 50
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 0008504-44-9 43
3 3-Nonen-2-one, 3-ethyl- 168 C11H200 056312-56-2 43
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 43
5 tert-Nonyl mercaptan 160 C9H20S 025360-10-5 43

Abundance  gean 1077 (10.022 min): 11142014_026.D\data.ms (-10
431 71.2

1252 4822

2171 259.1

50 100 150 200 250

m/z 43.10 100.00%

T

T T
10.00
m/z 71.20 87.08%

m/z-->
Abundance #83044: Pentadecane, 4-methyl-
43.0
71.0
—— :
5000 10.00
m/z 57.15 78.20%
miz—-> 50 100 150 200 250 MMWMW*MM
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl-
5?0 U ™
| ; 10.00
5000 | m/z 69.10  38.42%
;850
| 169.0
290 in 41° | 1970 267.(
T LR DR B
2> 5 100 150 200 250
Abundance #36634: 3-Nonen-2-one, 3-ethyl- 1000
71.0 ‘ ,
43].0 1 m/z 67.10 35.62%
5000 : 125.0
| L L ( 168.0
| Lol |
el =S
mize> 50 100 150 200 250 10.00

RP1616 Jo .M Tue Nov 18 15:04:38 2014 DAN
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

D: \RP1616\11142014_Run\
11142014_026.D
: 14 Nov 2014 10:05 pm

¢ NE36692-MS
: Tag # NE36692-MS, Matrix Spike, 1X

Library Search Compound Report

ALS vial : 25 Sample Multiplier: 1

Quant Method

: D:\MassHunter\GCMS\1\methods\RP161cjJb .M
Quant Title

: RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

a5 e sk e e e ofe e sk ofe ok e ok ok s ok 3 s ok Sk ok ok s e 3 ok ke ol e sk ke ok o skl ok ok ok ok sk ok ok ok sk skl ok sk ek sk sk ok ok sk sk ke ok kol koK ks ok ok ok ok

Peak Number 12 Cyclopentaneethanol, .beta.... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.057 0.29 ug/mL 62469 Phenanthrene-d10 9.681
Hit# of S Tentative ID MW MolForm CAS# Qual
1 Cyclopentaneethanol, .beta.,2,3-... 156 C10H200 021721-18-6 38
2 1H-Imidazole, 1-(1-oxopentyl)- 152 C8H12N20 069393-13-1 35
3 Citronellal 154 C10OH180 000106-23-0 35
4 1-Formyl-2,2-dimethyl-3-trans-(3... 228 C15H240 1000144-09-7 27
5 1-Pyrroline, 3-ethyl- 97 C6H11N 1000073-06-0 27
Abundance  gcan 1083 (10.057 min): 11142014_026.D\datams (10 ~ Mm/z 57.10 1@0.00%
1 MAAk}mﬁanﬂnnhﬂf\J"
5000
T T l T T T T ‘
lhl 10.00
TTTTTTRIT Y "
mzs 20 40 60 80 100120 140 160 180200 220 240 ™2 69:10  73.31%
Abundance #28351: C clopentaneethanol, .beta.,2,3-trimethyl-
69.0
5000 Tdw
m/z 85.15 53.07%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26759: 1H-Imidazole, 1-(1-oxopentyl)-
57.0 ——r ,
200 10.00
i i -
so0| | = | 80 m/z 95.10  43.86%
i § [
i [ 117.0 1520
e e T e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26637: Citronellal " Y00
41.0 69.0
| m/z 55.15 42.05%
- 5 . ' T T I T T T 1
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00

RP1616 JJo- Tue Nov 18 15:04:38 2014 DAN Page: 15




Library Search Compound Report

Data Path : D:HRP1616\11142914_Run\
Data File : 11142014 _026.D

Acq On : 14 Nov 2014 10:05 pm

Operator

Sample ¢ NE36692-MS

Misc : Tag # NE36692-MS, Matrix Spike, 1X

ALS vial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter\GcMS\1\methods\RP161dJJJJfjo.#
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

ke ok b ek o o ok K oK K 3 3 koK 3k oK ok ok ok ok K R ok ok ol K ok 3 Ok 3ok Ok ok o ok o ok ok K ok ok K o ok ok 3 ok ok 3 ok ok ok ok ok o oK

Peak Number 13 Eicosane, 1@-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.134 0.21 ug/mL 44752  Phenanthrene-dl@ 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane, 10@-methyl- 296 C21H44 054833-23-7 72
2 Heptacosane, 1-chloro- 414 C27H55C1 ©62016-79-9 64
3 Tetratetracontane 619 C44H90 007098-22-8 64
4 Tetracosane 338 C24H50 000646-31-1 5
S Octacosane 394 C28H58 000630-02-4 5

Abundance  gcan 1096 (10.134 min): 11142014_026.D\data.ms (10 m/z 57.15 100.00%

it MMWW
5000
e —
ﬁ}zsz 2113 10.00 10.50
]..ull L LIHI : e
miz> 0 50 100150200250300350400450500550600 ~ "/Z 43.10  86.47%
Abundance #141431; Elcosane 10-methyl-
57.0
T
5000 J 10.00 10.50
. m/z 71.15  77.76%
281.0
S VO U VD ¥ 1
A 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #217413: Heptacosane, 1-chloro-
57.0 I
10.00 10.50
5000{ | m/z 55.15 41.40%
(]
Jl 1@,2101960 273034304140
1 '!Il’
> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance 510 #241528: Tetratetracontane 1000 10'50
m/z 85.20 38.21%
|
|
- i N&wmhqﬂwvnkuﬁiﬁ»wdf
»1 |27 .0197 0267033704070 491.0562.0

LA RARRR AT RS LR R RARRERRA AN RRRE) [AAS RARAR LERRYE RARS T LI S |

miz--> 0 50 100150200250300350400450500550600 1000 1050

RP1616 JfJo-M Tue Nov 18 15:04:39 2014 DAN
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

D: \RP1616\11142014_Run\
11142014_026.D
: 14 Nov 2014 10:05 pm

: NE36692-MS

: Tag # NE36692-MS, Matrix Spike, 1X
: 25 Sample Multiplier: 1

: RP1616-MCHM Compounds

: C:\Database\NIST11.L

TIC Integration Parameters: RP1616.P

D:\MassHunter\GCMS\1\methods \RP161 b .M

o 3 ok e ok ok ok ok ok ko ok ok ok ok ok ok sk ok ok ok ok ok sk ok ok ok s ok k ok sk ook ek ok ol s e ol s e ok sl ke ok o ok ok ok ok ok s ok ok ok ook s ok ok ko kok

Peak Number 14 4,4-Dimethyl-cyclohex-2-en-...

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.534 .19 ug/L 40451 Phenanthrene-dio 5.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
"1 4,a-Dimethyl-cyclohex-2-en-1-o1 126 C8H140 1000143-72-5 30

2 Cyclohexanol, 5-methyl-2-(1-meth... 156 C10H200

3 Sulfurous acid, pentyl undecyl e...
4 Oxalic acid, decyl 2-ethylhexyl ...

S Nonane,

Abundance

5000

m/z-->
Abundance

m/z-->
Abundance

5000

m/z-->
Abundance

m/z-->

rr1616 e

342 C20H3804
3-methyl-S-propyl- 184 C13H28

Scan 1164 (10.534 min): 11142014_026.D\data.ms (-11
57.2

50 100 150 200 250

#11440: 4,4-Dimethyl-cyclohex-2-en-1-ol
58.0 111.0

50 100 '150' 200 250

83.

#28372: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, (1.al
7TO

LA B S S S B SR L

- T I T T
50 100 150 200 250

306 C16H3403S

000490-99-3 27
1000309-14-4 27
1000309-39-3 27
031081-18-2 22

m/z 57.20 100.00%

MM

———r—
10.50

m/z 71.15 94.86%

MW

T T

" 10.50
m/z 55.10 84.94%

Mt

T T T T

10.50
m/z 41.10 68.64%

Mo

LA S R R S R

.M Tue Nov 18 15:04:40 2014 DAN

#1493170: Sulfurous acid, pentyl undecyl ester 10.50

71.0 :

43.0 ] m/z 95.20 66.96%
n T (YN
4 ' g990 '

RN 1950 207.0
U N LN PR PO — | T
50 100 150 200 250 10.50

Page: 17



Library Search Compound Report

pata Path : D:\JJ\RP1616\11142014_Run\
Data File : 11142014 026.D

Acq On : 14 Nov 2014 10:05 pm

Operator

Sample : NE36692-MS

Misc : Tag # NE36692-MS, Matrix Spike, 1X

ALS vial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161JJJjo.»
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

K 2K o o e 3k ok e ok ok e 3k e e ok k 3k 3k ok ok ok dk ok 3k ok ok sk ok ok ok sk 3k ok ok sk ke sk ok ke ke ok 3k ok ok ok ok sk sk s ke ok ok ol s s 3k sk e e ke sk ke 3k ok ok ok ok

Peak Number 15 Pentadecane, 6-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.875 0.22 ug/mL 46804 Phenanthrene-di@ 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 6-methyl- 226 C16H34 010105-38-1 25
2 4,4-Dipropylheptane 184 C13H28 017312-72-0 16
3 Decane, 3-bromo- 220 C10H21Br 930571-71-2 14
4 Nonane, 4-methyl- 142 C10H22 017301-94-9 12
S Diaziridinone, bis(1,1-dimethylp... 198 C11H22N20 019656-75-8 10

Abundance  gcan 1222 (10.875 min): 11142014_026.D\data.ms (-12 M/z 57.10 100.00%
A

91.1

69.3197.1 2333 272: o 1100

20 40 60 80 100120 140 160 180 200 220 240 260 m/z 41.16  64.20%

m/z-->
Abundance #83039: Pentadecane, 6-methyl-
0
e —
5000 10.50 11.00
. m/z 71.15 53.66%
113.0 154048, 92110
> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #48849: 4,4-Dipropylheptane
57.0 85.0 S
1 ‘ 10.50 11.00
5000 ’ ! 141.0 m/z 43.15 49.96%
29.0 [ »
N ) O O .
/2> 20 40 60 80 100120 140160 180 200 220240 260
Abundance 510 #76838: Decane, 3-bromo- 1050 1100
850 m/z 55.10 30.81%
5000 i 141.0
i
]Y'ITIY"I I'lkl' LIS lll LLJ lll‘llllllllll ll'r' TTT l ll Ty I l T T T T I T T L]
2 20 40 60 80 100120140160180200220240260 10.50 11.00

RP1616 o.M Tue Nov 18 15:04:40 2014 DAN
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Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014_026.D

Acq On : 14 Nov 2014 10:05 pm
Operator
Sample : NE36692-MS

Misc : Tag # NE36692-MS, Matrix Spike, 1X
ALS Vial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\l\methods\RPlGl-b.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

e ok ok o e 3 ok o sk s ke sk s e sk s sk sk o ok ol s ok i e e ok s ol s s ok ok ke ks ol ok ok o ke sk sk ok ok sk ok ok sk ok oK sk s ok Sk kK e ek ok ek ok

Peak Number 16 Spiro[bicyclo[3.3.0]octan-6... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.998 0.19 ug/mL 40434 Phenanthrene-d10 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Spiro[bicyclo[3.3.0]octan-6-one-... 150 C10H140 1000152-21-9 12
2 3-Methylbut-2-enoic acid, tetrah... 184 C10H1603 1000187-32-6 12
3 Cyclopentanone, 3-methyl-2-(2-pe... 166 C11H180 007051-39-0 11
4 1-Cyclohexylethanol, heptafluoro... 324 C12H15F702 1000365-15-8 10
S5 8-Azabicyclo[3.2.1]octan-3-0l1, 8... 217 C14H19NO 022932-25-8 10

Abundance  gcan 1243 (10.998 min): 11142014_026.D\data.ms (-12  M/z 83.18 100.00%
83.1

M"W«WW

T T

5000

e
11.00
m/z 85.20 87.20%

50 100 150 200 250

m/z-->
Abundance  #23872: Spiro[bicyclo[3.3.0Joctan-6-one-3-cyclopropane. M&WMW
83.0

L

7
11.00

39.0 122.0 m/z 57.10 74.25%
L] st0

| DA | et | A
miz—> 50 100 150 200 250 MMWM

Abundance  4#48347: 3-Methylbut-2-enoic acid, tetrahydropyran-2-yl ¢
85.0 —
5 11.00

5000 l m/z 41.18 55.05%

i

580 ! M*WMA“MLAVkaﬂvhN
2501 lx iy 1380 1840
50y

vvl‘r]llll[xlvtlnlll|||vr

50 100 150 200 250

m/z—->

Abundance  #35067: Cyclopentanone, 3-methyl-2-(2-pentenyl)- T
83.0 ’

m/z 110.20 48.93%

R 200 250 11.00

rRp1616 Jfo-» Tue Nov 18 15:04:41 2014 DAN Page: 19



Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014_026.D
Acq On : 14 Nov 2014 10:05 pm

Operator
Sample : NE36692-MS
Misc : Tag # NE36692-MS, Matrix Spike, 1X

ALS Vial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161 b .#

Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST1l.L
TIC Integration Parameters: RP1616.P

3 3 ok ok sk 3 ok o ok ook ok 3 ok ok ok ok ok ok sk ok ok sk ok ok ok ok ok ok ok ok ok 3k o ok ok ok ok ok ok ok ok sk ok ook ok o ok ok ok ok ok ok ok ok ok ok ok Rk ok ok ok ok K

Peak Number 17 Dodecane, 2-methyl-6-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.145 0.24 ug/mL 52286 Phenanthrene-di@ 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 27
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 22
3 Tetradecane, 1l-iodo- 324 C14H291 019218-94-1 22
4 Undecane 156 C11H24 001120-21-4 22
S Pentadecane, 7-methyl- 226 C16H34 006165-40-8 22

Abundance  gcan 1268 (11.145 min): 11142014_026.D\data.ms (-12
57.1

5000

50 100 150 200 250

m/z 57.10 100.00%

———————
11.00 11.50
m/z 71.10 64.06%

mi/z-->
Abundance #83051: Dodecane, 2-methyl-6-propyl- MM
51.0
et
5000 11.00 11.50
99.0 140.0 m/z 43.10 48.28%
mize> 50 100 150 200 250
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0
| T ——
| 11.00 11.50
5000 ‘ ; m/z 55.10 42.19%
b M30
o A
mfz—> 50 100 150 200 250
Abundance 570#163874: Tetradecane, 1-iodo- 11'00 C 11'50
; | m/z 85.15  36.35%
i W\*MWWW
27[0% Ll
miz—> 50 100 150 200 250 11.00 11.50

RP1616 o -1 Tue Nov 18 15:04:42 2014 DAN
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Data Path : D: \RP1616\11142014_Run\
Data File : 11142014_026.D

Acq On : 14 Nov 2014 10:05 pm
Operator :
Sample : NE36692-MS

Misc : Tag # NE36692-MS, Matrix Spike, 1X
ALS vial : 25 Sample Multiplier: 1

Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: RP1616.P

4 2-Nitrobenzenesulfonyl fluoride 205 C6H4FNO4S

Abundance  gcan 1278 (11.204 min): 11142014_026.D\data.ms (-12
64.1

ML, I

100 150 200 250

95.1
5000 127.9 159.9
209.2 256.0
I
Al
50

m/z--> )
Abundance #353: Ethyl Chloride
280 64.0
5000
mize> 50 100 150 200 250
Abundance #351: Ethyl Chloride
28.0 64.0
o
5000{ |
|
R | ]
e
/z> 50 100 150 200 250

Abundance  #174783: Piperazine-1.4-diium, 1,4-di(2-chloroethyl)-1,4-

5000 27.0

i N 125.0 161.0
gauki bl |

Library Search Compound Report

Quant Method : D:\MassHunter\GCMS\l\methods\RP161-b.M

ok ok ok ok 3 3k 3k 3k 3k ok e 3 3k b ok ol e e o o e o e s ke ok ok ok ok sk ok ok ok ok 3k 3 3k ok ok ok ok sk 3k ok s e ok 3 ok ok ok ok ok sk ok e ol ke ok sk ok ok skl dk ok ok K Ok

Peak Number 18 Ethyl Chloride Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11204 0.46 ug/ml 09529 Phenanthrene-d1e 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
I ethyl chloride 64 CoHsCL 000075-00-3 64
2 Ethyl Chloride 64 C2HSC1 000075-00-3 59

3 Piperazine-1,4-diium, 1,4-di(2-c... 338 C12H26C14N2 1000273-25-4 38

000433-98-7 37

5 Thiosulfuric acid (H25203), S-(2... 320 C11H16N203S3 ©40284-00-2 23

m/z 64.18 100.00%

™

1100 1150
m/z 71.20  72.95%

AM“WWAMV

T T

T l T
11.00 11.50
m/z 43.10 61.31%

Wb Wi,

1100 1150
m/z 57.10 50.78%

MM

T T T

11.00 11.50
m/z 95.10 48.75%

L L R,

m/z-->

Rr1616 o.M Tue Nov 18 15:04:42 2014 DAN

T ™1

31!00 11350
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Library Search Compound Report

Data Path : D:M\RP1616\11142014_Run\
Data File : 111 26.D

Acq On ¢ 14 Nov 2014 10:05 pm

Operator
Sample : 6692-MS
Misc ¢ Tag # NE36692-MS, Matrix Spike, 1X

ALS vial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP1614JJjb .~
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: RP1616.P

30 3 ke ok 2k o o ok ok ok 3 o ko ok ok ok ok ok ok ok ok ok ok ok ok sk ok k ok k 3k 3k ok ok ok 3k ok 3k ok 3k 3k ok 3 3 3k 3k o ok ok 3k ok e ok o ok 3k ok 3k 3 ok ok % ok ok ok ok

Peak Number 19 Diaziridinone, bis(1,1-dime... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.375 0.22 ug/mL 46478  Phenanthrene-di0 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diaziridinone, bis(1,1-dimethylp... 198 C11H22N20 019656-75-8 10
2 1,1-Cyclopropanedicarboxylic aci... 212 C11H1604 007686-78-4 10
3 Tricyclo[2.2.1.0(2,6)]heptan-3-0... 152 C9H1202 006555-48-2 10
4 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 10
5 Hexane, 2,2,3,3-tetramethyl- 142 C10H22 013475-81-5 10
Abundance  gcan 1307 (11.375 min): 11142014_026 Didatams (13 ~m/z 57.15 100.00%

57.1
5000 85.2
| M o2 273 PO S
y 2314 " 11.00 11.50
LTI m/z 43,15 94.42%
miz—> 50 100 150 200 250
Abundance #59418: Diaziridinone, bis(1,1-dimethylpropyl)-
43.0 71.0

5000 1100 1150

128.0 m/z 71.15 67.28%

169.0198.0
miz--> 50 100 150 200 250 WMMW

Abundance #70792: 1,1-Cyclopropanedicarboxylic acid, 2-ethenyl-, ¢

29.0
11.00 1150
5000{ | ‘m/z 85.20  37.93%
| 66%'0. 210 660 “WMWM
W AN T S Y S
miz—> 50 100 150 200 250
Abundance 1:26865: Tricyclo[2.2.1.0(2,6)]heptan-3-ol, acetate 1100 1150

' m/z 69.10 37.57%
|
so0| | 920 ““kﬁmﬁkmmwhmwww

LN B B B B R |

T —
150 200 250 11.00 11.50

m/z-->

RP1616.).M Tue Nov 18 15:04:43 2014 DAN
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Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014_026.D

Acq On : 14 Nov 2014 10:05 pm

Operator

Sample : NE36692-MS

Misc . Tag # NE36692-MS, Matrix Spike, 1X

ALS vial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161JJjo-M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST1l.L
TIC Integration Parameters: RP1616.P

o 3 3 3K o ok ok ok ok ok ok kK ok K ko ke ok ok e ke ok ok ok ok ok ok ok ok ok ok ok sk ok 3 ok ok ok 3 o ok ok ok ROk sk ok ok ok ke ok ok ok ok kol ok g ok kokok

Peak Number 20 Bicyclo[2.2.1]heptane, exo-... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.534  0.20 ug/mL 43639 Phenanthrene-die 5.681
Hit# of S Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.1]heptane, exo-2-met... 168 C1OH1602 1000138-90-3 27

2 Bicyclo[2.2.1]heptane, endo-2-me...
acid, 2-methylbicyclo[2.2... 168 C1@H1602

3 Acetic

4 1H-Pyrrole-2,5-dione, 1l-ethenyl- 123 C6H5NO02

S Pyridine, 3-methoxy-

Abundance

189 C6H7NO

Scan 1334 (11.534 min): 11142014_026.D\data.ms (-13

168 C10H1602

1000138-90-1 17
1000191-08-7 16
007685-94-1 14
007295-76-3 10

m/z 43.10 100.00%

T VW"MMN\M
S
11.50
s 20 40 60 80 100120140160180200220240260 ™2 111.10  66.96%
Abundance  #36496: Bicyclo[2.2.1]heptane, exo-2-methyl-endo-2-ace MWWM
43.0
T T T [ T T T T I
5000 11.50
m/z 109.10 64.60%
mize-> 20 40 60 80 100 120 140 160 180 200 220 240 260 MWW"W‘W
Abundance #364;5: Bicyclo[2.2.1]heptane, endo-2-methyl-exo-2-ace
43.0
! ——— ]
} 1110 11.50
5000 ‘ m/z 81.10 64.01%
TR : MWMMM
il 168.0
mfz—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance  #36488: Acetic acid. 2-methylbicyclo[2.2.1]hept-2-yl este " 1150
43.0 . .
? m/z 217.20  55.60%
’ 111.0
iz 20 40 60 80 100 120 140 160 180 200 220 240 260

re1616 o.M Tue Nov 18 15:04:44 2014 DAN

Page: 23



Tentatively Identified Compound (LSC) summary

Data Path : D: RP1616\11142014_Run\
Data File : 11142014_026.D

Acq On : 14 Nov 2014 10:05 pm

Operator :

Sample : NE36692-MS

Misc : Tag # NE36692-MS, Matrix Spike, 1X

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : D:\MassHunter‘\GCMS\l\methods\RPlGl-b.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Cyclohexanemeth... 5.540 1.1 ug/mL 176295 1 5.075 3199310 20.0
Cyclohexanecarb... 6.599 14.7 wug/mL 4372790 2 6.457 5947790 20.0
Carbonic acid, ... 8.451 0.7 wug/mL 151557 3  8.216 4650710 20.0
Benzene, (2-met.. 8.587 9.6 ug/mL 156787 3 8.216 4650710 20.0
Heptadecane 9.163 0.2 ug/mL 36841 4 9.681 4316830 20.0
Pentadecane, 2,... 9.193 0.3 ug/mL 55387 4 9.681 4316830 20.0
Cyclohexane, 1,... 9.328 0.2 ug/mL 53067 4 9.681 4316830 20.0
Phenanthrene, 9... 9.534 0.5 ug/mL 107239 4 9.681 4316830 20.0
1H-Pyrazole, 1,... 9.851 5.6 ug/mL 1216530 4 9.681 4316830 20.0
5,7-Octadien-3-... 9.928 2.9 ug/mL 621806 4 9.681 4316830 20.0
Pentadecane, 4-... 10.022 0.2 ug/mL 42247 4 9.681 4316830 20.0
Cyclopentaneeth... 10.057 0.3 ug/mL 62469 4 9.681 4316830 20.0
Eicosane, 10-me... 10.134 8.2 ug/mL 44752 4 9.681 4316830 20.0
4,4-Dimethyl-cy... 10.534 0.2 ug/mL 40451 4 9.681 4316830 20.0
Pentadecane, 6-... 10.875 8.2 ug/mL 46804 4 9.681 4316830 20.9
Spiro[bicyclo[3... 10.998 0.2 ug/mL 40434 4 9.681 43168306 20.0
Dodecane, 2-met... 11.145 0.2 ug/mL 52286 4 9.681 4316830 20.0
Ethyl Chloride 11.204 0.5 ug/mL 99529 4 9.681 4316830 20.0
Diaziridinone, ... 11.375 0.2 ug/mL 46478 4 9.681 4316830 20.0
Bicyclo[2.2.1]h... 11.534 0.2 ug/mL 43639 4 9.681 4316830 20.0

RP1616 o - Tue Nov 18 15:04:44 2014 DAN




File
Operator
Acquired

Instrument :

iD:

\RP1616\11142014_Run\11142014_026.D

: 14 Nov 2014 10:05 pm using AcqMethod RP1616[JJjm

EnvQnt

Sample Name: NE36692-MS

Misc Info

: Tag # NE36692-MS, Matrix Spike, 1X

Vial Number: 25

Abundance

30000

20000

10000

Time->
Abundance

o

1000000

500000

Time-->
Abundance

O

130000

120000

110000

100000

90000/
80000!
70000/

60000

50000

40000

30000

20000

10000

m/z-—->

0

lon 142.00 (141.70 to 142.70): 11142014_026.D\data.ms

k!-T-LLr-ﬁ'—v ‘—v-r‘-r—r—#vh‘ L e lrrt[lvvvkrrv ) L BN | L B L L L L B L

400 5.00 6.00 7.00 800 9.00

6.457

T T

800 9.00

L L B LR L | L LN L L L G B | T

400 500 6.00 7.00

L A | B gl S0 s i e |

Average of 6.587 to 6.599 min.: 11142014_026.D\data.ms

58.1

70.2

81.2

|

97.2

.[I,,] H I |1| n

351, || |||, 470 IH
| IR

124.2

109.1
115.1

g )

‘ 1362

T T T

10.00 1100 1200 1300 1400 15.00 16.00 17.00 18.00 19.00 20.00 2100 2200

.
B[l

1000 1100 1200 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 2200
lon 136.00 (135.70 to 136.70): 11142014_026.D\data.ms
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Quantitation Report

Data Path : D: \RP1616\11142014_Ru

Data File : 11142014_025.D

Acq On : 14 Nov 2014 ©@9:36 pm
Operator :

Sample ¢ NE36692-C

Misc : Tag # NE36692-C, Lab Rep #3,

ALS vial : 24 Sample Multiplier: 1
Quant Time: Nov 17 11:08:23 2014
Quant Method
Quant Title
QLast Update
Response via :

: RP1616-MCHM Compounds
: Wed Nov 12 16:18:43 2014
Initial Calibration

n\

1X

(QT Reviewed)

: D:\MassHunter\GCMS\1\methods\RP161qJ-b.M

20.00

Response Conc Units Dev(Min)

Compound R.T. QIon
Internal Standards
1) 1,4-Dichlorobenzene-d4 .081 152 427851

)
3) Naphthalene-d8 6
5) Acenaphthene-d10 8.216
10) Phenanthrene-d10 9
11) Chrysene-d12 13
12) Perylene-d12 16.

System Monitoring Compounds
7) 2-Fluorobiphenyl 7.575

136 1861756
164 1022448
188 1561524

240 936135
264 584841
172 585637

Spiked Amount 12.500 Range 25 - 150 Recovery
Target Compounds

2) MCHM 5.540 55 55953m

4) PPH 6.863 94 10205m

6) 1,4-CHDM 0.000 0

8) DM-1,4-CHDC 0.000 0

9) di-PPH 8.540 59 48495m

20.00
20.00
20.00
20.00
20.00

9.32

ug/mL 0.00

ug/mL # ©.00

ug/mL 0.00

ug/mL 0.00

ug/mL 0.00

ug/mL 0.01

ug/mL  0.00

~T4=56% ST
Qvalue

ug/mL

ug/mL

d

d

ug/mL

(#) = qualifier out of range (m) = manual integration (+) = signals summed

rRP1616 o.M Mon Nov 17 11:09:15 2014 DAN

|§wAn»L~1$*
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Data Path :
Data File :

Acg On
Operator
Sample
Misc

ALS Vial

Quant Time:

Quant Meth
Quant Titl
QLast Upda

Quantitation Report (QT Reviewed)

D: H\RP1616\11142014_Run\
11142014_625.D
: 14 Nov 2014 09:36 pm

¢ NE36692-C
: Tag # NE36692-C, Lab Rep #3, 1X
: 24 Sample Multiplier: 1

Nov 17 11:08:23 2014
od : D:\MassHunter\GCMs\1\methods\RP161JJjo.n
e : RP1616-MCHM Compounds

te : Wed Nov 12 16:18:43 2014

Response via : Initial Calibration

Abundance

4800000
4600000
4400000
4200000
4000000
3800000
3600000
3400000
3200000
3000000
2800000
2600000
2400000
2200000
2000000
1800000
1600000
1400000
1200000
1000000

800000

600000

400000

200000

TIC: 11142014_025.D\data.ms

10,

Phenanthrene-d10,|

A
Acer

.S

2-

1,4-Dichlorobenzene-d4,|
Chrysene-d12)

Perylene-d12,(

MCHM
PPH
di-PPH

0%
Time-->

rRr1616 -

AL L (LI S B B N LR (L B L L L SR B | LA B B

400 500 6.00 7.00 BM gm wm11m12m13w14w15m16m17w

M Mon Nov 17 11:09:16 2014 DAN

LA L L B

1800 1900 2000 21.00 22.00

Page: 2



Abundance  gcan 345 (5.716 min): 11102014_009.D\datam #2
54.1 MCHM
Concen: 1.47 ug/mL m
RT: 5.540 min Scan# 315
Ref 50 97.2 Delta R.T. -8.176 min

' Lab File: 11142014_025.D
Acq: 14 Nov 2014 09:36 pm

30 40 50 60 70 80 90 100 110 Tgt Ion: 55 Resp: 55953
Ion Ratio Lower Upper
55 100

m/z-->
Abundance  gcan 315 (5.540 min): 11142014_025.D\data.m
58.1

97 8.3 34.6 51.8%#
110 1.8 4.8 7.24
Raw 50 97.2 e
411 Abundance
67.1 4
| i !I 1o 5.440
Y N A PR ...'.l....,n..,
miz—> 30 40 50 60 70 8 90 100 110 10000
Abundance  Scan 315 (5.540 min): 11142014_025.D\data.m
58.1
Sub 5000
u 50 97.2
81.1
411 67.1 |
i i | f 1101
0 | | i it | | ]
Illlrl T IIIl T'_I_IKIT'YI"TIII[I'IIIlllll"r‘ll
miz—> 30 40 50 60 70 80 90 100 110 Time->

Abundance  gcan 538 (6.851 min): 11102014_009.D\data.m #4

94.1 PPH

Concen: 0.55 ug/mL m
RT: 6.863 min Scan# 540

Ref 50 Delta R.T. ©.006 min
771 1521 Lab File: 11142014_025.D
511 1 Acq: 14 Nov 2014 ©9:36 pm
S N PN L
miz—> 40 60 80 100 120 140 Tgt Ion: 94 Resp: 10205
Abundance  Scan 540 (6.863 min): 11142014_025.D\datam 107 Ratio Lower Upper

94.1 = 94 100
152 10.4 13.4 20.0#
77 23,9 21.2 31.8

49.0
Raw
Abundance
2500
miz—> 40 60 80 100 120 140 2000
Abundance  gcan 540 (6.863 min): 11142014_025.D\data.m
9‘1'0 1500
Sub 1000
500
, ol
miz—> 40 60 80 100 120 140 Tirme—> 6.80 7.00

11142014_025.0 RP1616_JlP-M Mon Nov 17 11:09:16 2014 . DAN Page 3



Abundance TIC: 11142014_025.D\data.ms #6
4000000 1,4-CHDM
Concen: N.D.
Expected RT: 7.49 min
3000000
Lab File: 11142014_025.D
2000000 Acq: 14 Nov 2014 @9:36 pm
Tgt Ion: 67
1000000 Sig Exp Ratio
67 100
55 59.7
e e o e ESBA i e e 95 255.8
Time-> 600 650 700 750 800 850
Abundance |on 67.10 (66.80 to 67.80): 11142014_025.D\d
200000{i0n 55.10 (54.80 to 55.80): 11142014_025.D\d:
lon 95.20 (94.90 to 95.90): 11142014_025.D\d¢
150000
100000
50000
/'// - A
0‘ R BN R DA B B
Time.> 600 650 7.00 750 800 850
Abundance TIC: 11142014_025.D\data.ms #8
4000000 DM-1,4-CHDC
Concen: N.D.
Expected RT: 7.98 min
3000000
Lab File: 11142014_025.D
2000000 Acq: 14 Nov 2014 ©9:36 pm
Tgt Ion: 81
1000000 Sig Exp Ratio
81 100
L 140 61.8
O e et 168 17.7
Time—> 700 750 800 850  9.00
Abundance  |on 81.20 (80.90 to 81.90): 11142014_025.D\d:
50000107 140.20 (139.90 to 140.90): 11142014_025.
lon 168.20 (167.90 to 168.90): 11142014_025.C
40000
30000
20000
10000
PR N .
T l T T | T T T I Ll Al T T ' T T T rﬁ*
Time--> 700 750 800 850 9.0

11142014_025.0 RP1616 [o-n Mon Nov 17 11:09:16 2014 DAN
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Abundance  gcan 824 (8.534 min): 11102014_009.D\data.m #9

Ref

m/z-->
Abundance

Raw

m/z-->
Abundance

Sub

m/z-->

11142014_025.0 RP1616 o.M

50

o

50

59.1

40 60

59.1

40 60

0! .
40 60

80 100 120 140 160 180 200

135.1 162.2 210.2

80 100 120 140 160 180 200

Scan 825 (8.540 min): 11142014_025.D\data.m

di-PPH
Concen:

RT:

8.540

Delta R.T.

Lab

Acq:

Tgt
Ion
59
94
210

File:
14 Nov

Ion: 59
Ratio
100

15.8
3.7

94.1 Abundance

80 100 120 140 160 180 200

Scan 825 (8.540 min): 11142014_025.0\data.m
59.1

138 ey 2102

Time-->

10000

1.71 ug/mL m

min Scan# 825
-9.000 min

11142014 _025.D
2014 ©09:36 pm

Resp: 48495
Lower Upper

3.0 34.6#
6.1 9.1%

Mon Nov 17 11:09:17 2014 DAN
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Quantitation Report (QT Reviewed)

pata Path : D: {Jl\RP1616\11142014_Run\
Data File : 11142014_625.D

Acq On : 14 Nov 2014 ©09:36 pm

Operator :

Sample ¢ NE36692-C

Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS vial : 24 - Sample Multiplier: 1

Quant Time: Dec 01 12:49:49 2014

Quant Method : D:\MassHunter\GCMS\l\methods\RP161-c.M
Quant Title : RP1616-MCHM Compounds-C

QLast Update : Fri Nov 21 16:16:46 2014

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)
Internal Standards
1) 1,4-Dichlorobenzene-d4 5.081 150 738919 20.00 ug/mL 0.09
13) Naphthalene-d8 6.457 136 1861756 20.00 ug/mL # ©.00
24) Acenaphthene-di1@ 8.216 164 1022448 20.00 ug/mL 0.00
37) Phenanthrene-d10 9.681 188 1561524 20.008 ug/mL 0.00
49) Chrysene-d12 13.963 240 936135 20.00 ug/mL  -0.01
58) Perylene-dl12 16.804 264 584841 20.00 ug/mL 0.00
Target Compounds Qvalue
2) Bis(2-chloroethyl) ether 0.000 0 N.D.
3) n-Decane 0.000 0 N.D. d
4) 1,3-Dichlorobenzene ©.000 0 N.D. d
5) 1,4-Dichlorobenzene 0.000 0 N.D. d
6) 1,2-Dichlorobenzene ©.000 0 N.D. d
7) Benzyl Alcohol 0.000 %] N.D. d
8) Bis(2-chloroisopropyl)... ©.000 0 N.D.
9) Hexachloroethane 0.000 0 N.D. d
10) N-Nitrosodi-N-propylamine ©.000 0 N.D. d
11) Nitrobenzene 0.000 0 N.D. d
12) 4-Methylcyclohexanecar... 6.604 55 838035 63.27 ug/mL 95
14) n-Dodecane 0.000 0 N.D. d
15) Isophorone 0.000 0 N.D.. d
16) Bis(2-chloroethoxy) me... ©.000 Q N.D. d
17) 1,2,4-Trichlorobenzene 0.000 %] N.D.
18) Napthalene 0.9000 0 N.D. d
19) Hexachlorobutadiene 0.000 (] N.D.
20) 2-Methylnapthalene 7.175 142 5357 0.06 ug/mL 93
21) Hexachlorocyclopentadiene ©.000 0 N.D.
22) 2-Chloronapthalene 0.000 14 N.D. d
23) n-Tetradecane 7.693 57 4125 0.08 ug/mL# 93
25) Dimethly Phthalate 0.000 0 N.D. d
26) Acenaphthylene 0.000 0 N.D. d
27) 2,6-Dinitrotoluene 0.000 0 N.D. d
28) Acenaphthene 0.000 (%} N.D. d
29) Dibenzofuran 8.393 168 1239 0.01 ug/mL 88
30) 2,4-Dinitrotoluene 0.000 0 N.D. d
31) n-Hexadecane 8.698 57 7023 0.12 ug/mL# 92
32) Fluorene 0.000 0 N.D. d
33) Diethyl Phthalate 0.000 0 N.D. d
34) 4-Chlorophenylphenyl E... ©.000 0 N.D. d
35) N-Nitrosodiphenylamine 0.000 0 N.D. d
36) Azobenzene 0.000 0 N.D. d
38) 4-Bromophenylphenyl Ether ©0.000 0 N.D.
39) Hexachlorobenzene 0.000 0 N.D.
40) n-Octadecane 9.645 57 10752 0.19 ug/mL# 98
41) Phenanthrene 9.698 178 4134 0.03 ug/mL# 84
42) Anthracene 0.000 e N.D. d
43) Carbazole 0.000 0 N.D. d
44) Dibutyl Phthalate 0.000 0 N.D. d
45) n-Eicosane 10.751 57 6650 0.12 ug/mL# 100

RP1616 Jfc -M Mon Dec @1 12:58:37 2014 DAN



Quantitation Report (QT Reviewed)

pata Path : D: {J\rRP1616\11142014_Run\
Data File : 11142014_025.D
Acq On : 14 Nov 2014 09:36 pm

Operator :
Sample : NE36692-C
Misc . Tag # NE36692-C, Lab Rep #3, 1X

ALS Vvial : 24 Sample Multiplier: 1

Quant Time: Dec 01 12:49:49 2014

Quant Method : D:\MassHunter\GCMS\1\methods\RP161Jjc.n
Quant Title : RP1616-MCHM Compounds-C

QLast Update : Fri Nov 21 16:16:46 2014

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)
46) Fluoranthene 0.000 (] N.D. d
47) Pyrene 0.000 (%] N.D. d
48) n-Docosane 12.034 57 3630 0.07 ug/mL# 91
50) Benzyl Butyl Phthalate ©.000 0 N.D. d
51) n-Tetracosane ©.000 (] N.D. d
52) n-Hexacosane 0.000 0 N.D. d
53) n-Octacosane 0.000 0 N.D. d
54) Benz[a]anthracene 0.000 0 N.D. d
55) Chrysene 0.000 0 N.D. d
56) Bis(2-ethylhexyl) Phth... ©.000 %] N.D. d
57) Di-n-octyl Phthalate 0.000 e N.D.
59) Benzo[b]fluoranthene 0.000 (%] N.D.
60) Benzo(k)fluoranthene 0.000 0 N.D.
61) Benz[a]pyrene 0.000 (%] N.D. d
62) Indo[1,2,3-cd]pyrene 0.000 (%] N.D.
63) Dibenz[a,h]anthracene 0.000 0 N.D.
64) Benzo[g,h,i]perylene ©.000 (%] N.D.

(#) = qualifier out of range (m) = manual integration (+) = signals summed

RP1616 Jfc . Mon Dec @1 12:58:37 2014 DAN



Quantitation Report (QT Reviewed)

pata Path : D:\{J\RP1616\11142014_Run\
Data File : 11142014_625.D

Acq On : 14 Nov 2014 @9:36 pm

Operator

Sample : NE36692-C

Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS Vvial : 24 Sample Multiplier: 1

Quant Time: Dec 91 12:49:49 2014

Quant Method : D:\MassHunter\GCMS\1\methods\RP161cjjjjfjc-"
Quant Title : RP1616-MCHM Compounds-C

QLast Update : Fri Nov 21 16:16:46 2014

Response via : Initial Calibration

Abundance TIC: 11142014_025.D\data.ms

4800000
4600000
4400000
4200000

4000000

phthene-d10,|
Phenanthrene-d 10,

3800000

A

3600000

3400000

Naphthalene-d8,|

3200000

3000000

2800000

2600000

2400000

2200000

2000000

1800000

1600000

Chrysene-d12,

1,4-Dichlorobenzene-d4,|
4-Methyicyclohexanecarboxylic acid

1400000

1200000

Perylene-d12,}

1000000

800000 J

600000

400000

2-Methyinapthalene
n-Docosane

200000

Ao
L L L B T DIt B s o A MRS AR R
Time—> 400 500 600 7.00 800 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 18.00 20.00 21.00 22.00

RP1616 fJlc .M Mon Dec @1 12:58:38 2014 DAN Page: 3



Abundance  Scan 517 (6.728 min): 11182014_009.D\data.m #12
54.1 4-Methylcyclohexanecarboxylic acid
Concen:  63.27 ug/mL

Ref

40 60 80

miz-->

RT: 6.604
Delta R.T.
Lab File:
Acq: 14 Nov

120 140 Tgt Ion: 55

min Scan# 496
-0.123 min

11142014 _025.D
2014 09:36 pm

Resp: 838035

Abundance  scan 496 (6.604 min): 11142014 _026.D\datam 107 Ratio Lower Upper
58.1 55 100
142 21.8 19.1 28.7
81 49.2 42.3 63.5
Raw 50 81'.1 »
| 142.2 Abundance  |on 55.10 (54.80 to !
124.2 '7¢ lon 142.26.6041.90 tc
ob lon 81.10 (B0.80 to ¢
mizes> 40 60 120 140 100000
Abundance  gcan 496 (6.604 min): 11142014_025.D\data.m
55.1
|
‘ 50000
Sub 50 E 811
391 |
: : it 124.2 142.2
ol ‘,Jl i, ,‘]iﬂj O I K 0 -
. 40 60 80 120 140 o 6.50
11142014_025.0 RP1616 JJ-» Mon Dec @1 12:59:16 2014 DAN
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Abundance  gean 593 (7.175 min): 11182014_014 D\data.m #20

Ref

m/z-->
Abundance

Raw

m/z-->
Abundance

Sub

m/z-->

50

115.1

39.1 631 891

14p.2

TR B " al oy n
LA B A (L B L I L L L B LML

40 60 80 100 120

140

Scan 593 (7.175 min): 11142014_025.D\data.m

2-Methylnapthalene

Concen: 0.06 ug/mL

RT: 7.175 min Scan# 593
Delta R.T. -0.000 min

Lab File:  11142014_025.D
Acq: 14 Nov 2014 ©9:36 pm

Tgt Ion:142 Resp: 5357
Ion Ratio Lower Upper
142 100

14p.1
115 36.6 33.0 49.4
50
49.0 115.2 Abundance  on 142.20 (141.90
84.0
[ — |ILL!H.1|I"1|’I|6:.7I"E'. 'uliﬁ“n'z ; l‘%T e j Il I‘ ——
40 60 80 100 120 140
Scan 593 (7.175 min): 11142014_025 D\data.m
141.1
50 sz
. 630  89.0 [ ;
40 60 80 100 120 140 Timew> 7.20
11142014_025.0 RP1616_[Jik -M Mon Dec @1 12:59:23 2014 DAN
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Abundance  Sean 682 (7.698 min): 11182014_013.D\data.m #23
n-Tetradecane

m/z-->
Abundance

m/z-->
Abundance

m/z-->

11142014_025.0 RP1616_[Jik -M

40 60 80 100 120 140 160 180 200

Scan 681 (7.693 min): 11142014_025.D\data.m

57.2

57.1

57.0

i
i
i
{
i
i

091

146.0

Mon Dec 91 12:59:31 2014

112.2 1402 169.3 198.3
40 60 80 100 120 140 160 180 200
Scan 681 (7.693 min): 11142014_025.D\data.m

i . ]
60 80 100 120 140 160 180 200 ;.0

Abundance

Concen:

RT: 7.693
Delta R.T.
Lab File:
Acq: 14 Nov

Tgt Ion: 57
Ion Ratio
57 100
85 44.1
198 1.8

3000

2000

1000 M
F

0.08 ug/mL

min Scan# 681
-90.005 min

11142014_025.D
2014 09:36 pm

Resp: 4125
Lower Upper

lon 57.20 (66.90 to ¢

90to ¢
(198.00 t¢

DAN

Page 1



Abundance  gean 801 (8.398 min): 11182014_014.D\data.m #29
168.2 Dibenzofuran

Concen: 0.01 ug/mL
RT: 8.393 min Scan# 8090
Ref 50 139.2 Delta R.T. -0.005 min
Lab File: 11142014_025.D
631 841 1131 Acq: 14 Nov 2014 09:36 pm
o'?ﬂq"wﬁ”*lp*” ABMISAAMS AR SaRRY
miz-> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 1239

Abundance  gcan 800 (8.393 min): 11142014_025.D\data.m

57.

o1 168 100

Ion Ratio Lower Upper

139 48.9 32.9 49.3

Raw 50 _ e
Ab“"da"‘fgo lon 168.20 (167.90 tc
| lon 18G426 (138.90 tc
0 o f il
: 800
miz> 40 60 80 100 120 140 160
Abundance  gean 800 (8.393 min): 11142014_025 D\data.m 600
168.1
i 400
57.1 i¥
Sub 50 D 85.1 13?J i |
’ £ H i 200
0 | ‘ !, L4 | il 0!
iz 40 60 80 100 120 140 160 gy, . 835 840 845
11142014_025.0 RP1616_jJ -1 Mon Dec @1 12:59:39 2014 DAN
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Abundance  gean 852 (8.698 min): 11182014_013.D\data.m
57.2

Ref

miz-->
Abundance

m/z-->
Abundance

m/z-->

11142014_025.0 RP1616_jilk -1

50

155.2183.3  226.4

226.3

40 60 80 100 120 140 160 180 200 220

Scan?SZ (8.698 min): 11142014_025.D\data.m
57.1

852 176.2

127.2 226.3

40 60

#31

n-Hexadecane
0.12 ug/mL

Concen:

RT: 8.698
Delta R.T.
Lab File:
Acq: 14 Nov

40 60 80 100 120 140 160 180 200 220 Tgt Ion: 57
. Ion Ratio

Scar;?“&zz (8.698 min). 11142014_025.D\data.m 57 100
85 49.3
226 1.8

Abundance

8000

6000

4000

2000

L 1) nf———
80 100 120 140 160 18Q 200 220 Time-> 865 870 875

Mon Dec @1 12:59:46 2014

min Scan# 852
0.000 min

11142014_025.D
2014 ©09:36 pm

Resp: 7023

Lower Upper

35.1 52.7
3.1 4.7#

lon 57.20 (56.90 to !

DAN

Page 1



Abundance  gean 1013 (9.645 min): 11182014_013.D\data.r #40

54.2 n-Octadecane
Concen: 0.19 ug/mL
RT: 9.645 min Scan# 1013
Ref 50 Delta R.T. ©0.000 min
J Lab File: 11142014_025.D
99.2 Acq: 14 Nov 2014 ©9:36 pm
0 o 1412 1833 22422544 g P
R
miz--> 50 100 150 200 250 Tgt Ion: 57 Resp: 10752
Abundance  scan 1013 (9.645 min): 11142014_025.D\datas 107 Ratio  Lower Upper
57.1 57 100
85 44.4 34,5 51.7
254 8.5 1.4 2.2%
Raw 50 ‘
5 Abundance  |on 57.20 (56.90 to ¢
197.2 .
o ' 1412 1882 333
10000
mize> 50 100 150 200 250
Abundance  gcan 1013 (9.645 min): 11142014_025.D\data.r
571'.1
l ‘ ; 5000
Sub 50| | !
Iy
9.
0 ’ Rl J. 0 N
miz--> 50 100 150 200 250 Time> 9.60 9.65
11142014 025.0 Rr1616_jJk .M Mon Dec @1 12:59:54 2014 DAN
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Abundance  gcan 1024.(9.710 min): 11182014_014.D\data.r #41
178.2

Ref

m/z-->
Abundance

Raw

m/z-->
Abundance

Sub

m/z-->

11142014_025.0 RP1616 [ -M

50

o

50

RT:

Concen:

Phenanthrene

0.03 ug/mL

9.698 min Scan# 1022

Delta R.T. -0.012 min
Lab File:
Acq: 14 Nov 2014 ©9:36 pm

11142014_025.D

40 60 80 100 120 140 160 180 200 220 Tgt Ion:178 Resp: 4134

Scan 1022 (9.698 min): 11142014_025.D\data,s 0" Ratio Lower Upper
1652 178 100
152 16.8 8.5 12.7#
57.2 Abund
i undance  |on 178.20 (177.90 t
85.2 160.2 lon 152 26:9851.90 tc
1131 ) 219.3 4000
40 60 80 100 120 140 160 180 200 220
Scan 1022 (9.698 min): 11142014_025 Didata.r 3000
188.2
i 2000
' 1000
57.1
185.2
T 272 19020 515 0
T _|_‘7TV_T_T_'_r7_'_'_|TT_T
40 60 80 100120 140 160180200220 ;o 965 9.70 9.75
Mon Dec ©1 13:00:04 2014 DAN
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Abundance  gean 1201 (10.751 min): 11182014_013.D\data
2

196.3 239.4 282.

0.
mize> 50 100 150 200 250
Abundance  gcan 1201 (10.751 min): 11142014_025.D\data
57.1

!
|
Raw 50 E

1752 217.2 257.4

#45

n-Eicosane

Concen: 0.12 ug/mL

RT: 10.751 min Scan# 1201
Delta R.T. ©.000 min

Lab File:  11142014_025.D
Acq: 14 Nov 2014 09:36 pm

Tgt Ion: 57 Resp: 6650
Ion Ratio Lower Upper
57 100

85 47,2 37.
282 0.0 1.

8 56.8
4 2.2#

Abundance 0 (5 -
| 10000Ion 57.20 (56.90 to !

0
mized 50 100 150 200 250 8000
Abundance  Scan 1201 (10.751 min): 11142014_025.D\data 6000
57.1
N 4000
Sub gl | |
by 1 2000
i1 991
LU gl 1401 1921 2452 0
o e, 5-2
Mg 50 100 150 200 250 Times 10.70 10.80

11142014_025.0 RP1616 .~ Mon Dec ©1 13:00:14 2014 DAN
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Abundance  gcan 1419 (12.033 min): 11182014_013.D\data #48
n-Docosane
Concen: 0.07 ug/mL

12.034 min Scan# 1419

Delta R.T. ©.001 min
Lab File: 11142014 025.D

14 Nov 2014 ©9:36 pm

250 300 Tgt Ion: 57 Resp: 3630

57.2
RT:
Ref 50
9.2 Acq:
. |1 1412 1832 2253 266.4 310
ll"l’]'l"l“‘rrr[ll"ll'][[
iz 50 100 150 200 i
Abundance  §can 1419 (12.034 min): 11142014_025.D\data ‘;;
57.1
85
311
Raw
iz 50 100 150 200 250 300

Abundance  scan 1419 (12.034 min): 11142014_025.D\data

57.1

m/z-->

11142014_025.0 RP1616_|Jjjk -1

Ratio Lower Upper

100

40.7 37.5 56.3
0.9 8.9 1.3#

Abundance  |on 57.20 (56.90 to !
lon 82.80484.90 to ¢

4000

3000

2000

1000
0 S

250 300 Tipe.» 1197 12.10

Mon Dec @1 13:00:25 2014 DAN
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LSC Area Percent Report

pata Path : D:\Jl\rRP1616\11142014_Run\
Data File : 11142014_025.D

Acq On : 14 Nov 2014 09:36 pm

Operator

Sample ¢ NE36692-C

Misc . Tag # NE36692-C, Lab Rep #3, 1X

ALS Vial : 24  Sample Multiplier: 1

Integration Parameters: RP1616.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 2 Min Area: 100 Area counts
Start Thrs: 0.02 Max Peaks: 34

Stop Thrs : 0.01 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 0

Method  : D:\MassHunter\GCMS\1\methods\RP161cjjjb .M

Title : RP1616-MCHM Compounds

Signal : TIC: 11142014_025.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

1 3.787 13 17 59 rVvB 10069 75975 1.30% ©0.226%
2 5.075 229 236 289 rBV 1193322 3163172 54.10% 9.398%
3 5.405 289 292 309 rvB8 18508 64126 1.10% ©0.191%
4 5,540 309 315 339 rBV 51184 116761 2.00% 0.347%
S 5.716 339 345 361 rW 26338 58065 ©.99% 0.173%

6 6.457 447 471 481 rBV 3031948 5847387 100.00% 17.374%
7 6.604 481 496 525 rVB2 1121023 4904338 83.87% 14.572%
8 6.834 525 535 555 rVB9 23448 70711 1.21% 0.210%
9 7.575 653 661 679 rBV 1924475 1823154 31.18% 5.417%
L]

1 8.210 761 769 799 rBV 4149004 4584076 78.40% 13.620%
11 8.540 817 825 831 rBV4 56127 96431 1.65% ©.287%
12 8.593 831 834 849 rVB4 27586 91666 1.57% ©.272%
13 8.698 849 852 865 rVB2 54472 61940 1.06% ©.184%

14 9,163 927 931 933 rBV 55511 52298 0.89% ©.155%
15 9.193 933 936 943 rBV 60021 60457 1.03% ©.180%

16 9.328 953 959 963 rBV 66072 55487 ©.95% ©.165%
17 9.534 985 994 1001 rBV 52270 81997 1.40% 0.244%
18 9.681 1007 1019 1025 rBV 3469100 4251015 72.70% 12.630%
19 9.728 1025 1027 1035 rVWW 553612 560185 9.58% 1.664%
20 9.851 1035 1048 1055 rVW2 869515 1194172 20.42%  3.548%

21 9.928 1055 1061 1073 rVWW 530152 583069 9.97% 1.732%
22 10.534 1149 1164 1175 rW 24543 146978 2.51% 0.437%
23 10.657 1175 1185 1193 rW 22664 116160 1.99% 0.345%
24 10.751 1193 1201 1215 rVV4 44888 154952 2.65% 0.460%
25 10.881 1215 1223 1231 rVV4 20003 98659 1.69% 0.293%

26 10.992 1239 1242 1257 rVW4 24314 114584 1.96% ©.340%
27 11.145 1257 1268 1273 rW4 26293 116368 1.99% 0.346%
28 11,198 1273 1277 1361 rVW4 28820 197355 3.38% ©.586%
29 11.369 1301 1306 1317 rVV8 26557 100550 1.72% ©@.299%
30 11.481 1319 1325 1335 rW8 18327 86767 1.48% ©.258%

31 11.586 1335 1343 1363 rVW8 17352 132973 2.27% ©.395%
32 11.739 1363 1369 1393 rW8 16511 126607 2.17% ©.376%
33 13.963 1737 1747 1801 rVV 1304165 2752379 47.07% 8.178%
34 16.804 2213 2239 2271 rBV 758493 1716115 29.35% 5.099%

rr1616 o.M Tue Nov 18 15:00:44 2014 DAN



LSC Area Percent Report

pata Path : D:\J\rRP1616\11142014_Run\
Data File : 11142014_625.D

Acq On : 14 Nov 2014 ©9:36 pm

Operator

Sample : NE36692-C

Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS vial : 24  Sample Multiplier: 1

Integration Parameters: RP1616.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 2 Min Area: 100 Area counts
Start Thrs: 0.02 Max Peaks: 34

Stop Thrs : 0.01 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 0

Method : D:\MassHunter\GCMS\l\methods\RP161-b.M
Title : RP1616-MCHM Compounds
Sum of corrected areas: 33656929

RP1616 o.M Tue Nov 18 15:00:44 2014 DAN



LSC Report - Integrated Chromatogram

Data Path :
Data File :

D: \RP1616\11142014_Run\
11142014 _025.D

Acq On : 14 Nov 2014 09:36 pm
Operator
Sample
Misc
ALS Vvial

¢ NE36692-C
. Tag # NE36692-C, Lab Rep #3, 1X
: 24 Sample Multiplier: 1

Quant Method :
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST1l.L
TIC Integration Parameters: RP1616.P

Abundance
4000000

3000000
2000000

! 5.075
1000000

3,787 549640716

D:\MassHunter\GCMS\1\methods\RP161 b .M

TIC: 11142014_025.D\data.ms
8310

9.681

6.457

7.575

6.604

J | | 6.834

9.851

9:728.928

-

| sgeoos  @1m26 53,

A
Time--> 4.00 4.50 5.00 5.50
Abundance

4000000

3000000

2000000

1000000

10-E16F51X89921 4933048586739

T
6.00

1T L DA AR T ™ INBEPUW
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00

TIC: 11142014_025.D\data.ms

13.963

(=]

T T

T T T
10.50 11.00 11.50

R e e L |

T
Time—> 12.00

Abundance
4000000

3000000
2000000

1000000 46 g0

T T T T

T T l
15.00

T L AL A A AN S T T

[ I T L
12.50 13.00 13.50 14.00 14.50
TIC: 11142014_025.D\data.ms

LI B R B L R B B |

T
15.50 16.00

0

AN B B S

S —
Time—s> 1700  17.50  18.00  18.50

RP1616 o -M Tue Nov 18 15:00:45 2014 DAN

T
19.00

LALLM S S B

B PUS IR T
19.50 20.00 20.50 21.00

T T T T T T L B S B BN B B B

21.50 22.00 22.50
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Library Search Compound Report

pata Path : D:\JJj\rRP1616\11142014_Run\
Data File : 11142014_025.D

Acq On : 14 Nov 2014 ©9:36 pm

Operator

Sample . NE36692-C

Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS vial : 24 Sample Multiplier: 1

Quant Method : D:\MassHunter\GcMS\1\methods\RP161Jjo-¥
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

3k 3k 3k 3k 3k K 3k ok 3k ok 3k ok k 3k ok 3k ok 3k 3k sk 3 ok ok ok k sk 3k 3k K ok ok ok 3k 3k ok ok 3k ok ofe ke ok dk ke ok ok e 3k k sk ke ke ok ok ok ok ok ke ok ok ok ok kK ok ok k

Peak Number 1 p-Xylene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.787 9.48 ug/mL 75975 1,4-Dichlorobenzene-d4 5.081

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Xylene ' 106 C8H10 000106-42-3 38
2 Ethylbenzene 106 C8H10 000100-41-4 9
3 Ethylbenzene 166 C8H10 000100-41-4 7
4 Ethylbenzene 106 C8H10 000100-41-4 5
5 Ethylbenzene 106 C8H1e 000100-41-4 5

Abundance  gcan 17 (3.787 min): 11142014_025.D\data.ms (-13) ()  ™/z 91.00 100.00%
0

5000

380 400 420
m/z 106.10 36.93%

0 10 20 30 40 50 60 70 80 90 100110

m/z-->
Abundance #5080: p-Xylene
91.0
' T T Ty T[T T
5000 106.0 380 400 4.20
51.0 77.0 m/z 86.00 19.86%
27.0 64,0
miz—-> 0 10 20 30 40 50 60 70 80 90 100110 M
Abundance #5086: Ethylbenzene
91.0 S
380 400 4.20
5000 m/z 49.10 18.55%
106.0
51.0
1.0 140270 | 650780 | M
....... 2B A S /Y S 1 SN [ M
iz 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5087: Ethylbenzene o0 380 400 420
' m/z 105.20  18.29%
106.0
|
iz 0 10 20 30 40 50 60 70 80 90 100110 380 400 420

RP1616 o.M Tue Nov 18 15:00:46 2014 DAN
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Library Search Compound Report

pata Path : D: {Jj\rP1616\11142014_Run\
Data File : 11142014_025.D

Acq On : 14 Nov 2014 ©9:36 pm

Operator

Sample : NE36692-C

Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS vial : 24 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161€JJJjfjo-m
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

.
e 3k o sfe e s s e ofe ofe s ok o e afe ofe e o o o b ol e o ol ofeofe ke e ol kol sk ke ke ok sk kol Ok sk sk kol ko e ke ok e ko ok ol kol ok kokokokok ok R ko

Peak Number 2 <c¢is,cis,cis-7,10,13-Hexadec... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

5.405 0.41 ug/mL 64126 1,4-Dichlorobenzene-d4 5.081
Hit# of 5§ Tentative ID MW MolForm CAS# Qual
1 c¢is,cis,cis-7,10,13-Hexadecatrienal 234 C16H260 056797-43-4 43
2 Cyclohexane, cyclopropylidene- 122 C9H14 014114-06-8 38
3 1,5-Cyclodecadiene, (E,Z)- 136 C10H16 001124-78-3 38
4 4-Cyclopropylnorcarane 136 C10H16 1000222-73-9 35
S Cyclododecyne 164 C12H20 001129-90-4 35

Abundance  gcan 292 (5.405 min): 11142014_025.D\data.ms (-289) M/z 94.18 100.00%
A
67.1

5000

-

5.00 5.20 5.40 5.60 5.80
m/z 79.10 80.69%

20 40 60 80 100 120 140 160 180 200 220

m/z-->
Abundance #89222: cis,cis,cis-7,10,13-Hexadecatrienal ’
5.00 5.20 5.40 5.60 5.80
m/z 67.10 77.25%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10042: Cyclohexane, cyclopropylidene-
67.0,
5.00 5.20 5.40 5.60 5.80
5000 m/z 55.10 69.31%
! | | 122.0
o P
miz—-> 20 740 60 80 100 120 140 160 180 200 220

Abundance #157431 1,5'Cyd0decadiene. (E.Z)- 5.00 5.20 5.40 5.60 5.80

m/z 81.10 67.22%

5000 41.0

[<e]
— )
o

miz--> 20 40 60 80 100 120 140 160 180 200 220 5.00 5.20 5.40 5.60 5.80 -

rr1616 o.M Tue Nov 18 15:00:46 2014 DAN
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Data Path : D:
Data File : 11142014_025.D

Library Search Compound Report

\RP1616\11142014_Run\

Acq On : 14 Nov 2014 ©9:36 pm

Operator )

Sample : NE36692-C

Misc . Tag # NE36692-C, Lab Rep #3, 1X

ALS vial : 24 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161jo.m

Quant Title

TIC Library

: RP1616-MCHM Compounds

: C:\Database\NIST11l.L

TIC Integration Parameters: RP1616.P

e e o ok ok o ok ke sk ok ok ok ok o 3 3k ok ok ook sk ok ok ok ok ok sk ok sk ok okokk i ok ok ok ok ok ok Ok ok ok ok s ok ok ok o i sk ok ko ok ok ok okokkok ok kokok

Peak Number 3 Cyclohexanemethanol, 4-meth...

Concentration Rank 19

R.T. EstConc Area
5.716 0.37 ug/mL 58065
Hit# of 5 Tentative ID

1 Cyclohexanemethanol, 4-methyl-,
2 Cycloheptanemethanol
3 Cyclohexanemethanol, 4-methyl-,
4 Cycloheptanemethanol
5 Cycloheptane, bromo-

Relative to ISTD R.T.
1,4-Dichlorobenzene-d4 5.081
MW MolForm CAS# Qual
. 128 C8H160 003937-49-3 78
128 C8H160 004448-75-3 64
. 128 C8H160 003937-48-2 59
128 C8H160 004448-75-3 50

176 C7H13Br

Abundance  gcan 345 (5.716 min): 11142014_025.D\data.ms (-339)

58.1
. 20 40 60 80 100 120
Abundance #12641: Cyclohexanemethanol, 4-methyl-, trans-
niz> 20 40 60 8 100 120
Abundance #12488: Cycloheptanemethanol
56.0
| 97.0
5000 a2.0 !
41.0 1
B L L 1110 1290
miz--> 20 40 60 80 100 120
Abundance #12635: Cyclohexanemethanol, 4-methyl-, cis-
55.0
5000
97.0
270 410 i 81.0 '
“I HJ min ll I ’ 1
AL L LA LN AL L L LA
TN 20 40 60 80 100 120

RP1616 Jo .M Tue Nov 18 15:00:47 2014 DAN

002404-35-5 38

m/z 55.10 100.00%

F

5.40 5.60 5.80 6.00
m/z 97.20 38.45%

g

5.40 5.60 5.80 6.00
m/z 95.15 34,30%

F

5.40 5.60 5.80 6.00
m/z 81.10 29.19%

F

5.40 5.60 5.80 6.00
m/z 82.10 20.71%

3

5.40 5.60 5.80 6.00

Page:



Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014 _025.D

Acq On : 14 Nov 2014 ©9:36 pm

Operator

Sample : NE36692-C

Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS vial : 24 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161-b.M

Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

ok e ok sk ok ok sk sk ok ke ok ok ok ok sk ok sk ok ok ok ok 3k ok ok ok ok ke ok ok ok ok okl ok ok ok ok ok ok ol ok ik ok sk ok kol ok ok ok ok ok ok ok ok ok ok ki ok ok ok ko ok ok

Peak Number 4 Cyclohexanecarboxylic acid,...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R<Te
‘bg604 16.77 ug/mL 4904340  Naphthalene-d8 6.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual

(1 Cyclohexanecarboxylic acid, 4-me... 142 C8H1402

2 Cycloheptanecarboxylic acid 142 C8H1402
3 3-Methylcyclohexane-1-carboxylic... 142 C8H1402
4 Cycloheptanemethanol 128 C8H160

S5 Dodecyl acrylate 240 C15H2802

Abundance  gcan 496 (6.604 mm) 11142014_025.D\data.ms (-481)

5000
s 20 40 60 80 100 120 140
Abundance #19794: Cyclohexanecarboxylic acid, 4-methyl-
55.0
|
5000 ; 82.0 142.0
|
‘ 124.0
. 1 t 99.0
bl o, 10 -
ll|]¥llr[ll¥lll¥|’[Illl]l'l!‘lll[‘]’j"
i 20 40 60 80 100 120 140
Abundance #19682: Cycloheptanecarboxylic acid
55.0
5000 g2.0 99.0
, i 124.0 1420
| 15.0 ‘
T I 'ﬂ'T"T'T g e I"V"‘V—FT'T_Y T ""‘ ”rr "‘I ™ "*Y—VTT'T_T_
miz—> 20 40 60 80 100 120 140
Abundance #19796: 3-Methylcyclohexane-1-carboxylic acid
70.0
5000
41.0 97.0 1420
124.0
r T ] T T ] T T [ T | s T ] L
L i 20 40 60 80 100 120 140

RP1616 o .M Tue Nov 18 15:00:47 2014 DAN

004331-54-8 04
001460-16-8 60
1000132-15-7 22
004448-75-3 22
002156-97-0 14

m/z 55.10 100.00%

6.20 6.40 6.60 6.80 7.00
m/z 70.20 61.67%

T’T'\ ]’V'VYWWT'T
6.20 6.40 6.60 6.80 7.00

m/z 81.10 53.14%

T T T TN T T Y

6.20 6.40 6.60 6.80 7.00
m/z 41.15 36.29%

LN RN RN R

620640660680700
m/z 73.10 32.50%

IAAARS LARRERERES REREE NI

620640660680700
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Library Search Compound Report

pata Path : D:{J\rRP1616\11142014 Run\
Data File : 11142014_025.D
Acq On : 14 Nov 2014 09:36 pm

Operator
Sample : NE36692-C
Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS Vial® : 24  Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161JJjb.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

S e e e ok ok e ek d 3 ok e ok ok ok koK ok Sk ok e ok koK ke ke ke ok ok kol ok ok ok k ik sk ok K ko ok ok ok ke sk ok ki ok ok ok ok ok ok SOk k ok okok ok ok

Peak Number 5 Acetic acid, chloro-, methy... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.

8.593 0.40 ug/mL 91666 Acenaphthene-di10 8.216
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetic acid, chloro-, methyl ester 108 C3H5C102 000096-34-4 27
2 Acetic acid, chloro-, 1,1-dimeth... 150 C6H11C102 000107-59-5 25
3 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 ©855956-25-7 16
4 Benzene, isothiocyanato- 135 C7HS5NS 000103-72-0 14
5 1-Chloro-2-ethoxyethane 108 C4HOClO0 000628-34-2 14

Abundance  gcan 834 (8.593 min): 11142014_025.D\data.ms (-831) ~ M/z 59.10 100.0%
59.1

5000

i

179.1 .
e 8.20 8.40 8.60 8.80 9.00

m/z 135.05 53.14%

20 40 60 80 100 120 140 160 180 200

m/z--> i
Abundance #5230: Acetic acid, chloro-, methyl ester ﬂ
8.20 8.40 8.60 8.80 9.00
m/z 103.05 42.75%
2> 20 40 60 80 100 120 140 160 180 200
Abundance  424146: Acetic acid, chloro-, 1,1-dimethylethyl ester
59.0
| 8.20 8.40 8.60 8.80 9.00
5000 i m/z 77.10  42.27%
i 135.0
29.0 z%
) 1910, A
S K /-

miz--> 20 40 60 80 100 120 140 160 180 200

:

Abundance  #41631: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethox 8.20 8.40 8.60 8.80 9.00
59.0

m/z 187.05 32.73%

5000

129.0 159.0
miz--> 20 40 60 80 100 120 140 160 180 200 820840860880900

-

RP1616 o.M Tue Nov 18 15:00:48 2014 DAN
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Library Search Compound Report

pata Path : D:|J\rP1616\11142014_Run\
Data File : 11142014_625.D

Acq On : 14 Nov 2014 ©9:36 pm

Operator

Sample : NE36692-C

Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS vial : 24 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161cjJJjfjo .M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

s e ok e ik ok ke ok ok sk ke ok ok ke sk ok i ok i ke ok Sk ke ok i ik ok ok ke ok ko kol sk ke sk ok e i ek ok kol K ki ke ok ke K Sk ke ok ke ok ok Sk ok ok ok

Peak Number 6 Hexadecane, 2,6,10,14-tetra... Concentration Rank 20

Reils EstConc Area Relative to ISTD Ric T,
9.193 0.28 ug/mL 60457  Phenanthrene-d10 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual V'”J
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90 QL’J( Y
2 Heptacosane 380 C27H56 000593-49-7 80 Tl
3 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 80 »xz)J
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72 Q P
S Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 72 3€ g
W ad A
Abundance  gcan 936 (9.193 min): 11142014_025.D\data.ms (-933) M/z 57.10 100.00% Pl
57.1 LY 2
| o
N \
5000
A
13?22312 880900920940960 Vet

T W‘"T E 3 T‘T?TY'FY‘YTFWT
50 100 150 200 250 300 350 m/z 71.15 75.91%

m/z-->
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0 MJM\/
5000 o rTr]‘lY"'["T'I'!"ITV
‘ : 8.80 9.00 9.20 9.40 9.60
i 13.0 m/z 43.10 49.06%
T n
L e e e S
s s, 50 100 150 200 250 300 350 M i r
Abundance #202662: Heptacosane | MM“'“} ;
| 57.0 .
ﬁTT_Yﬂ_Y_Y_TﬁTY‘TTT FWT
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 31.06%
e 141. 01830225 02670 3230 380( v ML
v'1#+ril4r‘1ﬁfrr T
il 50 100 150 200 250 300 350
3 = —._TY'_Y‘ rf_r\'" ‘lTY_rT_Y_T_Y
Abundance - 0#129505. Octadecane, 2,6-dimethyl- 8.80 9.00 9.20 9.40 9. 60
' m/z 85.20 29. aa%
5000 .
[ 1113.0 th/V«fW
1 | | 155.0196.0 2670
T —rﬁ—r"“r—v—rﬁ—rﬂ—r—ﬁj—v—!ﬂ‘q—ﬁ—t—f TTTT YT YT T[T T
rifz 50 100 150 200 250 300 350 8. 80 9.00 9.20 9.40 9.60

RP1616_[Jp-M Tue Nov 18 15:00:49 2014 DAN Page:



Library Search Compound Report

pata Path : D:\J\rRP1616\11142014_Run\
Data File : 11142014_625.D

Acq On : 14 Nov 2014 09:36 pm

Operator

Sample : NE36692-C

Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\l\methods\RP161-b.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

3 3 3k e e e ok Sk ok e ok e 3 3k o ok ok ek 3k ok ke e ok ok kol sk ok ko sk ok ke ok e s ook ok kR Kk Sk ok ok kK Kk Sk ok kokokOk 3k ok kokok

Peak Number 7 Phenanthrene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.534 0.39 ug/mL 81997 Phenanthrene-d190 9.681

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 64
2 2-Isopropylidene-2,5,6,7,8,9-hex... 192 C11H16N20 172882-46-1 64
3 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 64
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 59
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 59

Abundance  gcan 994 (9.534 min): 11142014_025.D\data.ms (-985) ~ M/z 192.20 100.00%
2

L

9.50
m/z 146.20  15.34%

s 20 40 60 80 100 120 140 160 180 200 220
Abundance #54748: Phenanthrene, 2-methyl-

T IAI T T
9.50
z 193.20 15.12%

0
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance 54357 2-Isopropylidene-2,5,6,7,8 9-hexahydro-imidazc
41.0 192.0

970
|

5000 m/z 96.10 13.36%

137. 0 1650!

i i H
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54744: Phenanthrene, 9-methyl- " 950

192.0
m/z 57.20 12.84%

5000

96.0
39.0 63.0 1390 1650

20 40 60 80 100 120 140 160 180 200 220 o '&50

m/z-->

RP1616 o.M Tue Nov 18 15:00:50 2014 DAN
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Data Path :
Data File :
: 14 Nov 2014 @9:36 pm

Acq On

Operator

Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

o: I \rP1616\11142014_Run\
11142014_025.D

¢ NE36692-C
: Tag # NE36692-C, Lab Rep #3, 1X
: 24 Sample Multiplier: 1

: RP1616-MCHM Compounds

: C:\Database\NIST11.L

TIC Integration Parameters: RP1616.P

: D:\MassHunter\GcMS\1\methods\RP161 o.M

3 3 3 ok S sk o e ol ke sl ke ok ok sk sk sk s o e e ol e ke ke ke ok ke sk i ok sk sl o ol sk e o e S ok e ke ke e ke sl ke ok sk s e sl s ok ok sk sl Sk s e e ook ok Ok ok ok ok

Peak Number 8 1H-Pyrazole, 1,3,5-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
0.851  5.62 ug/mL 1194170  Phenanthrene-dio 5.681,
Hit# of S Tentative ID MW MolForm CAS# Qual
1 1H-Pyrazole, 1,3,5-trimethyl- 110 ceHionz 001072-91-9 58

2 Cyclohexene, 1,2-dimethyl-

3 Octahydroquinolin-4-one

4 1,3-Dimethyl-1-cyclohexene

5 Methylphosphonic acid, fluoroanh...

Abundance

m/z—->

Abundance

m/z—>

Abundance

m/z-->

5000

Abundance

m/z-->

5000

110 C8H14
153 C9H15NO
110 C8H14

208 C9H18FO2P

Scan 1048 (9.851 min): 11142014_025.D\data.ms (-103
58.1 952

195.1 245.2
20 40 60 80 100 120 140 160 180 200 220 240

#5740: 1H-Pyrazole, 1,3,5-trimethyl- .
110.0

39.0
68.0

20 40 60 80 100 120 140 160 180 200 220 240

#5981: Cyclohexene, 1,2-dimethyl-
67.0 930

LAARERARSRARRE RANES RARRE AR

MLGARAL BARA SARAL SABAS SABAI SABAS BARM
20 40 60 80 100120140160180200220240
#26551: Octbahydroqumolm-4 one

110.0

410 68.0 153.0

k,lrhr.ni. L

001674-10-8 47
1000302-88-0 38
002808-76-6 37
1000273-29-7 37

m/z 95.15 100.00%

Libue |

I S A B |
9.50 10.00
m/z 110.15 95.65%

oL

T
9.50 1000
m/z 55.10 92.68%

m

T‘rlyv

"m’z 97.20 67.37%

il

L B

10.00
m/z 81.1@ 59.38%

|
AR RREANRLAS RRRRE RARS r[un]- RN R AR AR RN LR AR RARRS

20 40 60 80 100 120 140 160 180 200 220 240
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Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014_025.D

Acq On : 14 Nov 2014 ©9:36 pm

Operator

Sample : NE36692-C

Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS vial : 24 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\l\methods\RPlsl-b.M

Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

3k 3k ok e 3k 3k ok ok ok 3k 3k ok ok sk 3k ok ok ok ok 3k ok 3k ok ok e sk ok ok 3k ke ok sk ok sk 3k ok ok sk ke sk ok ok ok ok ok sk ok ok ok ok ke 3k 2k ok ok ok ok s ok ok ok ok ok 3k ok ok K ok
Peak Number 9 1H-Imidazole,l-ethyl-2-methyl Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.928  2.74 ug/mL 583069 Phenanthrene-dle 9.681
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 IH-Imidazole,l-ethyl-2-methyl 110 CeHioN2 021202-52-8 52

-Cyclopenten-1-one, 2,2,5,5-tet... 138 C9H140
-Cyclopenten-1-one, 3,4-dimethyl- 110 C7H100
rans-(2-Ethylcyclopentyl)methanol 128 C8H160
,7-Octadien-3-01, 2,4,4,7-tetra... 182 C12H220

vmihWwWN R
Vit W

Abundance  gcan 1061 (9.928 mm) 11142014_025.D\data.ms (-105

081396-36-3 47
030434-64-1 43
036258-08-9 40
077142-78-0 40

m/z 95.20 100.00%

T oo

10.00

1931 222.2 259.1
/s> 20 40 60 80 100120140 160 180200 220 240 260~ "™/Z 110.15  88.71%
Abundance #5737: 1H-Imidazole, 1-ethyl-2-methyl
R7.0 110.0
81.0
54.0 ' —r—r
5000 10.00
m/z 55.10 87.82%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17626: 3-Cyclopenten-1-one, 2,2,5,5-tetramethyl-
95.0
1ooo
m/z 97.20  65.40%
( 1380
miz—s 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #5863: 2-Cyclopenten-1-one, 3,4-dimethyl- T T 000
94.0
67.0 m/z 81.10 58.68%
5000 390 |
! l
S S TS A S : ——
iz 20 40 60 80 100 120 140 160 180 200 220 240 260 10.00

RP1616 o.M Tue Nov 18 15:00:51 2014 DAN
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Library Search Compound Report

pata path : D: {Jl\RP1616\11142014 Run\
Data File : 11142014_625.D
Acq On : 14 Nov 2014 ©9:36 pm

Operator
Sample : NE36692-C
Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS Vvial : 24  Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161cjJJJjo .M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

sk s ok ook ok o o ok ok ok ok ok ok ok o R ok ok R ok ok ok ok B R R o K ok ok ok R ok ok ok e sk K ok sk ok ok ook 3 ok ok ok ok ok ok Rk ok K ok s ok ok ok o

Peak Number 10 3-Ethylidene- heptan-2,6-dione Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.534 0.69 ug/mL 146978 Phenanthrene-d10 9.681
Hit# of S Tentative ID MW  MolForm CAS# Qual
1 3-Ethylidene- heptan-2,6-dione 154 C9H1402 1000223-47-9 18
2 p-Menth-8-en-1-01, stereoisomer 154 C10H180 007299-40-3 18
3 Cyclohexanol, 1-methyl-4-(1-meth... 154 C10H180 007299-41-4 14
4 2-Isopropyl-5-methylhex-2-enal 154 C10H180 035158-25-9 14
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 11

Abundance  Scan 1164 (10.534 min): 11142014_025.D\data.ms (-11.  m/z 43.10 100.00%

5000

231.2259.3 1050

m/z 57.15 94.24%

183.2

40 60 80 100 120140 160 180 200220 240 260 280

m/z-->
Abundance #27646: 3-Ethylidene- heptan-2,6-dione M
43.0

111.0

T
5000 10.50

| 139.0 e
! m/z 41.10 78.41%

71.0
N 40 60 80 100 120140 160 180 200 220 240 260 280 MM
Abundance #26767: p-Menth-8-en-1-ol, stereoisomer
43.0
T T
10.50
71.0 -
5000 m/z 55.10 63.70%

N IRLE WMM
L 1300

A PR I |
Tan k- ’
T

mize-> 40 60 80 100120140 160 180 200220 240 260 280
Abundance  426903: Cyclohexanol, 1-methyl-4-(1-methylethenyl)-, ci " los0

43.0
m/z 95.20 42.18%

71.0
s000 | MMM”WM
! i

5 M1.04a90

‘ ‘.‘.”.", M‘},J’ o

40 60 80 100 120 140 160 180 200220 240 260 280 10.50

m/fz-->

RP1616 o Tue Nov 18 15:00:51 2014 DAN
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

0: \l\RP1616\11142014_Run\
11142014_625.D
: 14 Nov 2014 ©9:36 pm

: NE36692-C

: Tag # NE36692-C, Lab Rep #3, 1X
: 24  Sample Multiplier: 1

: RP1616-MCHM Compounds

. C:\Database\NIST11l.L

TIC Integration Parameters: RP1616.P

: D:\MassHunter\GCMS\1\methods\RP161cjJJjo-m

3k 3k ok ok ok 3k 3K ok ok ok ok sk 3 ok ok ok ok ok ok 3 ok o ok ok 3k 3k ok k3 ok 3 ok ok ok sk ok Bl ok ok e ok ke ok e ok 3 o ok e sk ok fe ok ok ok ok ok ok ok ok ok ok

Peak Number 11 Undecanoic acid, 4,8-dimeth...

10.657

Concentration Rank 10

EstConc Area Relative to ISTD R.T.
0.55 ug/mL 116160 Phenanthrene-d10 9.681
5 Tentative ID MW MolForm CAS# Qual

Hit# of

>
rans-(

VN HWN e
Nt NN C

Abundance

5000

m/z-->
Abundance

5000

miz-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->

rr1616 i

ndecanoic acid, 4,8-dimethyl-10...
-Propenoic acid, 3-(5-acetyl-2,..
11-Dioxatetracyclo[4.3.1.1(3,1...

242 C14H2603
. 224 C13H2003
206 C13H1802
2-Chlorovinyl)trichlorosi...

Scan 1185 (10.657 min): 11142014_025.D\data.ms (-11'
1

153.3 183.2 2102 257.1

e

20 40 60 80 100 120 140 160 180 200 220 240 260

#9567 1: Undecanoic acid, 4,8-dimethyl-10-oxo-, methyl
430 85.0 153.0

242.0
T
20 40 60 80 100 120 140 160 180 200 220 240 260

#80930: 2-Propenoic acid, 3-(5-acetyl-2,2-dimethylcyclo
43.0
! 123.0

* | 1550

95.0 il 4810 2240
i ) 1 b |

690

20 40 60 80 100 120 140 160 180 200 220 240 260

#66058: 2,11-Dioxatetracyclo[4.3.1.1(3,10).0(6,9)]undec
43.0

123.0

163.0 1910
I d 11

20 40 60 80

100 120 140 160 180 200 220 240 260

.M Tue Nov 18 15:00:52 2014 DAN

194 C2H2C145i
, 3-Dehydro-4-oxo0-7,8-dihydro-.b... 206 C13H1802

005024-24-8 14
077383-94-9 11
1000194-97-3 11
1000139-96-7 10
083646-60-0 10

m/z 57.10 109.00%

|t

LN B S |

T I T
10.50 11.00
m/z 43.10 57.58%

bk

— T
10.50 11.00
m/z 55.15 30.72%

S
10.50 11.00
m/z 96.15  22.04%

T

P e
10.50 11.00
m/z 85.20 20.76%
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Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014_025.D

Acq On : 14 Nov 2014 09:36 pm

Operator

Sample : NE36692-C

Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS vial : 24 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161-b.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

34 3 e e ofe e sk ofe e e e e o ofe e e e e s sk ok ok ok e ke ke ke ok o o ke ke ok sk ok e e o sk ke e e e e ke e ke e ke e ok o o ko ROk sk ke ke sl ol o e sk ok ok Ok

Peak Number 12 2-Bromotetradecane Concentration Rank S
R.T. EstConc Area Relative to ISTD R.T.
10.751 0.73 ug/mL 154952  Phenanthrene-d10 9.681
Hit# of S Tentative ID MW  MolForm CAS# Qual
1 2-Bromotetradecane 276 C14H29Br ©74036-95-6 52
2 Octacosane 394 C28HS8 000630-02-4 50
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 50
4 2-methyloctacosane 408 (C29H60 1000376-72-8 50
5 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 47

Abundance  gcan 1201 (10.751 min): 11142014_026.D\data.ms (-1 m/z 57.10 100.00%

La— T

——— T
fJ ‘h1 A 1.92 .1 245 2 10.50 11.00
AN K i R m/z 43.10 89.25%

Mize> 50 100 150 200 250 300 350
Abundance #124147:2-BnmnoteUadecane Aﬂkﬂhf“*““AMyﬂ»Ayvah
57.0
5000 1050  11.00
m/z 71.10 58.58%

0
5.4 “1410 197.0
AU T T
m/z--> 50 100 150 200 250 300 350 *V‘\MJ\\MN

Abundance #209566: Octacosane

— T
10.50 11.00
m/z 41.15 52.79%

141.0183.0225.0 281.0 337.0 394. MNM

Mz 50 100 150 200 250 300 350
Abundance #141432: Pentadecane, 8-hexyl- 050 1100
I m/z 85.10 43.43%

s

T T T T

50 100 150 200 250 300 350 10.50 11.00

5000

5000

m/z-->

rP1616 o Tue Nov 18 15:00:53 2014 DAN Page: 15




Library Search Compound Report

pata Path : D:\J\rRP1616\11142014_Run\
Data File : 11142014 _025.D

Acq On : 14 Nov 2014 09:36 pm

Operator

Sample : NE36692-C

Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS Vial : 24 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161JJJfjo-"
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: RP1616.P

3k 2 ok ok o e 3 ok ok ok k3 ok sk ok ok ok ok ok 2K ok 3k ok s ok ok ok ok kK 3k 3k ok ok ok ok 3k ok k Ok 3k ok 3k ok ok ok ok 3k ok ok ok ok 3k ok ok ok ok X ok K Kok ok &

Peak Number 13 Undecane, 6-ethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

10.881 0.46 ug/mL 98659 Phenanthrene-di19 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 6-ethyl- : 184 C13H28 017312-60-6 16
2 1-Decanol, 2,2-dimethyl- 186 C12H260 002370-15-2 14
3 Tetrahydroionone 196 C13H240 060761-23-1 10
4 6-Tetradecanesulfonic acid, buty... 334 C18H3803S 1000280-27-4 10
5 2-Isopropyl-5-methylhex-2-enal 154 C16H180 ©35158-25-9 10

Abundance  Scan 1223 (10.881 min): 11142014_025.D\data.ms (-12 m/z 43.15 100.00%
431

L
10.50 11.00

miz—> 20 40 60 80 100120 140 160 180200 220 240

m/z 57.10 59.11%

Abundance #48842: Undecane, 6-ethyl-
5}0
!
i

T

T
5000 10.50 11.00

Abundance #50340: 1-Decanol, 2,2-dimethyl-

m/z 71.15 55.43%

m/z--> 20 40 60 80 100120 140160 180200220240 MW”\M

57.0 _ _—
| 10.50 11.00

20 40 60 80 100120140160 180200220240

m/z 95.10 28.67%

(W LTTITOR

m/z—->
Abundan . ” LA S
bundance 430 #58183: Tetrahydroionone 10.50 11.00

7 m/z 91.1@ 25.05%

5000 | s20 1230 WN\’WWM
N i 163.0 196.0
1, U |
T

mlze> 20 40 60 80 100120 140 160 180 200 220 240 10.50 11.00

RP1616 Jflo- 1 Tue Nov 18 15:00:53 2014 DAN



Library Search Compound Report

Data Path : D: \RP1616\11142014_Run)\
Data File : 11142014_025.D

Acq On ¢ 14 Nov 2014 09:36 pm
Operator
Sample : NE36692-C

Misc : Tag # NE36692-C, Lab Rep #3, 1X
ALS vial : 24 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161cjJfjo.n
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

& 3k 3k 3k sk 35 ok 3 ok s e e o o ke ke sk dOR sk sk sk sk s e ke ok e ol ke ke e ke ke ok ke ofe e Sl Sk ok ok kel s e e ke ke e e e ok sl s e ke ok ok ook ok ok ke Ok ok ok ok

Peak Number 14 6H-Furo[2',3':4,5]oxazolo[3... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.992 0.54 ug/mL 114584 Phenanthrene-d10 9.681
Hit# of 5 Tentative ID MW MolForm CAS#

1 6H-Furo[2',3':4,5]oxazolo[3,2-a]...
2 Tetrahydrofuran, 2-isobutenyl-4-...
3 3-(1-Hydroxycyclohexyl)-2-methyl...
4 Dodecane, 1,12-dibromo-

S Cyclopropanecarboxylic acid, hyd...

226 C9H1ON205
152 C10H160
180 C11H1602
326 C12H24Br2
208 C12H20N20

003736-77-4 25
1000150-01-5 17
1000281-33-6 11
003344-70-5 10
1000264-07-5 10

Abundance  Scan 1242 (10.992 min): 11142014_025.D\data.ms (-12 m/z 55.10 100.00%
A

5000
180.2

50 100 150 200

m/z-->

250

Abundance  83210: 6H-Furo[2',34,5]oxazolo[3,2-a]pyrimidin-6-one,
69.0

5000

50 100 150 200

250

" 11.00
m/z 69.10 81.92%

%

—_—TTTTT T

11.00
m/z 71,10 67.18%

ALY

m/z—->
Abundance #25223: Tetrahydrofuran, 2-isobutenyl-4-vinyl-
69.0
1370 BARET" 2
m/z 137.85 57.75%
- [ ‘i Y' T : 7T T T I T r r 7T I YrrTr T l
mige> 5 100 150 200 250
Abundance #45466: 3-(1-Hydroxycyclohexyl)-2-methylfuran T e
137.0 o
430 m/z 67.10 54.16%
! t - 180.0
| t .
’f ] i ]
e :

: e
miz> 5 100 150 200

LA SN AL B L S B B B B A B B

250

rRP1616 oM Tue Nov 18 15:00:54 2014 DAN
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Library Search Compound Report

pata Path : D:\J\RP1616\11142014_Run\
Data File : 11142014_025.D
Acq On : 14 Nov 2014 ©09:36 pm

Operator
Sample : NE36692-C
Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS vial : 24  Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161Jjjo .M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

2k 3k 3k ok ok ok oK ok 3 k 3 3k 2k ok sk ke ke 3k ok ok ok ok ke e ok 3k ok ke ok 3k ok ok ok ok 3 e e Sk 3 e ke ke ok ok sk ok ok ok ok dk 3k oKk 3k 3k ok ok %k ok ok ok ok k ok kok ok ok

Peak Number 15 Tridecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.145 0.55 ug/mL 116368 Phenanthrene-d10 9.681
Hit# of S Tentative ID MW MolForm CAS# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 14
2 Oxalic acid, 6-ethyloct-3-yl iso... 314 C18H3404 1000309-34-3 14
3 1-Decanol, 2,2-dimethyl- 186 C12H260 002370-15-2 14
4 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 14
5 1-Hydroxymethyl-7,7-dimethyl-bic... 182 C10H1403 1000210-65-7 12

Abundance  gcan 1268 (11.145 min): 11142014_025.D\data.ms (-12 M/z 57.1¢ 100.00%
57.1

1100 1150
m/z 43.10 88.32%

. 50 100 150 200 250
poundance | M

5000

——
11.00 11.50
m/z 55.10 70.11%

mize> 50 100 150 200 250 M\"W‘\Mm

Abundance 4156407 Oxalic acid, 6-ethyloct-3-yl isohexyl ester

430 850 S —
L E 11.00 1150
5000 1 ’ m/z 85.10 50.15%
I
il
Cd 141.0
| 4 L i
R T
miz—> 5 100 150 200 250
Abundance #50340: 1-Decanol, 2,2-dimethyl- " 100 11s0
' m/z 69.15  45.98%
. —
miz—> 5 100 150 200 250 11.00 11.50

RP1616 Jo-1 Tue Nov 18 15:00:55 2014 DAN
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Library Search Compound Report

pata Path : D:{JjJ\rP1616\11142014_Run\
Data File : 11142014_625.D
Acq On : 14 Nov 2014 @9:36 pm

Operator
Sample : NE36692-C
Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS vial : 24 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161cjJjfjo-M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST1l.L
TIC Integration Parameters: RP1616.P

ok o K 3 K oK o ok ok e ko ok ok sk 3k ok ok ok ok ok ok ok ok ok 3k ok ok ok ok o ok 3 ko ok ok ok ok ki ok ok ok ok sk ok k kokokoOk e ok kOk Ok okok

Peak Number 16 Piperazine-1,4-diium, 1,4-d... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.198 0.93 ug/mL 197355 Phenanthrene-d10 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Piperazine-1,4-diium, 1,4-di(2-c... 338 C12H26C14N2 1000273-25-4 45
2 Propanoic acid, 2-chloro- 108 C3H5C102 ©000598-78-7 38
3 Propanoic acid, 2-chloro- 108 C3H5C102 000598-78-7 38

4 Butane, 1-(methylsulfinyl)- 120 CSH120S 002976-98-9 38
S5 Thiosulfuric acid, S-[2-(2-hydro... 289 C11HISNO4S2  ©0622089-43-2 28

Abundance  Scan 1277 (11.198 min): 11142014_025.D\data.ms (-12 M/z 57.20 100.00%

bt

T T

—r —
11.00 11.50
m/z 64.16 89.21%

5000

50 100 150 200 250

m/z-->
Abundance  #174783: Piperazine-1,4-diium, 1,4-di(2-chloroethyl)-1,4:
0
T T I T T T T l’ T
5000{ 27.9 - 1100 1150
1250 161.0 m/z 43.10 74.02%
i EA
mize> 50 100 150 200 250
Abundance #5219: Propanoic acid, 2-chloro-
27.0 . e
64.0 11.00 11.50
5000 m/z 71.10 45.56%

. JLL 108.0 A’VW\MM

LANL I B A S S B N S B AL (AL BN A LA RN LR B

/2> 50 100 150 200 250
Abundance "y #8221 Propanoic acid, 2-chloro- T '11'00' " 1’50
m/z 55.10 34.37%
5000 At”V¢TWWWhMMﬂHMMWMY
} l 1080
iz 150 200 250 1100 1150

RP1616 Jjo- Tue Nov 18 15:@0:55 2014 DAN
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Library Search Compound Report

pata Path : D:\J\RP1616\11142014_Run\
Data File : 11142014_025.D

Acq On : 14 Nov 2014 ©09:36 pm

Operator

Sample : NE36692-C

Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS Vvial : 24  Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161Jfjo .M

Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST1l.L
TIC Integration Parameters: RP1616.P

3k 3 ok 3k % 3k ok ok ok %k 3k X ok 3 ok ok ok 3k ok ok ok ok ek e o dde e ok e ok e e e ok ok ke ok e ke ok ok ke ok o e ok ok ok ok ok ke ke ok ok ok ok ok ok ke ok ok ok ok ok K
Peak Number 17 Octatriacontyl pentafluorop... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.369 0.47 ug/mL 100550  Phenanthrene-d10 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 37
2 Undecane, 5-cyclohexyl- 238 C17H34 013151-80-9 32
3 Eicosane 282 C20H42 000112-95-8 27
4 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 27
5 Docosane 310 C22H46 000629-97-0 27

Abundance  gcan 1306 (11.369 min): 11142014_025.D\data.ms (-13 m/z  57.15 100.00%
57.1
5000
1 .1 ] T T T T I L T T
l 219.3 11.00 11.50
/> 0 100 200 300 400 500 600 m/z 71.10 57.18%
Abundance #242842: Octatriacontyl pentafluoropropionate WMM
57.0
T T
5000 11.00 11.50
l i 0.0 m/z 55.10 35.88%
. §90  281.0355.0420.0 5320 678, %
AL DL B B L DL LA L |
/2> 0 100 200 300 400 500 600
Abundance #92574: Undecane, 5-cyclohexyl-
57.0
; B i SR R
. 11.00 11.50
5000 1 m/z 43.20 33.36%
‘, i | 1540 WMMNM
miz—> 0 100 200 300 400 500 600
Abundance S0 #129492: Eicosane 1100 1150
m/z 85.10 29.06%
o WJWM‘MM
Wi
1] [141.0 2820
e e T e
miz—> 0 100 200 300 400 500 600. 11.00 11.50

RP1616 o.M Tue Nov 18 15:00:56 2014 DAN
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Library Search Compound Report

pata Path : D:{JJ\rRP1616\11142014 Run\
Data File : 11142014_025.D

Acq On : 14 Nov 2014 ©9:36 pm

Operator

Sample : NE36692-C

Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS vial : 24 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161dJJJjb .4
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST1l.L
TIC Integration Parameters: RP1616.P

e ke 36 oK o e 3 3 36 o o e ke ke ok ok ok ke ok ok e ke ok ok ok ok ke ok ok ok ok ok 3k ok ok ok ok ok kK ok ok ke ok ok Kok ks ok koK ok kokok % ok K okok

Peak Number 18 1-Formyl-2,2-dimethyl-3-tra... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.481 0.41 ug/mL 86767 Phenanthrene-d10 9.681
Hit# of S Tentative ID MW MolForm CAS# Qual
1 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 9
2 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 9
3 2-Octen-1-0l, 7-[(tetrahydro-2H-... 228 C13H2403 077758-38-4 9
4 Urs-12-en-28-0l 426 C30H500 010153-88-5 9
5 Pipobroman 354 C10H16Br2N202 000054-91-1 9

Abundance  gean 1325 (11.481 min): 11142014_025.D\data.ms (-13 m/2 57.10 100.00%
571

5000 107.1
155.2 201
203.3 2454 " T T

11.50

50 100 150 200 250 m/z 55.10 85.06%

m/z-->
Abundance  477633: 1-Formyl-2,2-dimethyl-3-trans-(3-methyl-but-2- W%VW

69.0

—
5000 109.0 11.50
m/z 85.10 64.83%

1510 2200
AL ' T
miz--> 50 100 150 200 250 Wj\rywww

Abundance #205395: Silane, trichlorooctadecyl-
© 57.0

LI S S B (R B S

! 11.50
5000 5 ] m/z 69.10 57.24%

199.0 43309 1770 MMM
l -0 , 217.0247.0

50 100 150 200 250
Abundance  484246: 2-Octen-1-ol, 7-[(tetrahydro-2H-pyran-2-yl)oxy}- ' 11.50

m/z—->

T T T T T 7T

85.0 I
i m/z 107.05 49.77%

"Ll i

{

i |
111260 456 0196.0
L4 106.01960

T ™r T T T I T T T T
miz--> 50 100 150 200 250 11.50

Rr1616 o.M Tue Nov 18 15:00:57 2014 DAN
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Library Search Compound Report

pata Path : D: [ rrP1616\11142014_Run\
Data File : 11142014_625.D
Acq On : 14 Nov 2014 ©9:36 pm

Operator
Sample : NE36692-C
Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS vial : 24 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161{JJJjjb-*
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: RP1616.P

2k 3 3k ok 3k e Ok e ok 3k ok 3k 3k ok ok e ok ke ok ok e 3k o 3 ok ok ok 3k ok o ke ke ok e 3k ok e ok e o ok ke ok ok K ok ok e k ok ok ok ok ok 3k ok ok ok ok R ok Rk
Peak Number 19 Acetaldehyde, ethylhydrazone Concentration Rank 7

R.T. EstConc ~ Area Relative to ISTD R.T.
11.586 0.63 ug/mL 132973 Phenanthrene-d10 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetaldehyde, ethylhydrazone 86 C4H10N2 020487-02-9 14
2 3-Methyl-2-(3-methylpentyl)-3-bu... 170 C11H220 013066-54-1 12
3 1-Butene, 1-methoxy- 86 C5H100 029512-02-5 10
4 1-Propene, 3-methoxy-2-methyl- 86 C5H100 022418-49-1 10
5 Meperidine 247 C15H21NO2 000057-42-1 10

Abundance  gcan 1343 (11.586 min): 11142014_025.D\data.ms (-13 m/z 71.10 100.00%
711

1552 189.2 231 3261.3

LU S B R B S S |

11.50
m/z 83.15 67.10%

50 100 150 200 250

m/z-->
Abundance #1628: Acetaldehyde, ethylhydrazone WWMW
300 710

LA R B S R B S R

5000 g 11.50
’ m/z 97.10 63.62%

i
e —————
iz 5 100 150 200 250

Abundance #38279: ?‘-Methyl-z-(ii-methylpentyl)-3—buten-1-ol
71.0

—r————TT
11.50

5000 m/z 69.10  60.87%
lL | 152.0
S DU VAR D
miz—> 150 200 250
Abundance #1763: 1-Butene, 1-methoxy- " s ]
71.0 :
; m/z 86.00 46.09%
t
5000 41.0 : i
]
l'*hl"i'f"["L'l""l'"'l""l'* ' UL
miz—> 50 00 150 200 250 11.50

RP1616 o1 Tue Nov 18 15:00:58 2014 DAN Page: 22



Library Search Compound Report

Data Path : D:q\RP1616\11142014_Run\
Data File : 11142014_025.D

Acq On ¢ 14 Nov 2014 ©9:36 pm

Operator
Sample : NE36692-C
Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS vial : 24 Sample Multiplier: 1

Quant Method : D:\MassHunter‘\GCMS\l\methods\RPlGl-b.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: RP1616.P

ke ok o ok s o o ok ok o s ok o ok o ik o 6 ok ok o ok ok ok sk ok o ok ok ok ke sk ok s sk o ok ok e o o o skok o R ok ok ok ok sk ok o ok sk o ok e sk ok KOk ok sk ok

Peak Number 20 Tridecane, 7-propyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11739 0.60 ug/mL 126667 Phenanthrene-dio 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 7-propyl- 226 CleH3a 655645-69-5 14
2 1-Penten-3-o0l, 2-methyl- 100 C6H120 002088-07-5 10

3 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 10
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3603S 1000309-19-0 10
5 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 10
Abundance  gcan 1369 (11.739 min): 11142014_025.D\data.ms (-13 ~Mm/z 43.15 100.00%
43.1
5000
109.2 136.1 1782 2211 — T
1150 . 12.00
e
. 20 40 60 80 100 120 140 160 180 200 220 W/z 57.15 €5.86%
Abundance #83029: Tridecane, 7-propyl-
43.0
—
5000 11.50 12.00
m/z 71.18 50.47%
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 W\WW
Abundance #3900: 1-Penten-3-ol, 2-methyl-
71.0 T I T L T T [ T T
430 11.50 12.00
5000 i m/z 85.10 47.31%
I
15.01, Jt 1000
AR UMMM S
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48859: Undecane, 5,7-dimethyl- 1150 1200
m/z 83.20 33.19%
—
miz—> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00

rP1616 o.M Tue Nov 18 15:00:58 2014 DAN
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Tentatively Identified Compound (LSC) summary

pata Path : D:\J\RP1616\11142014_Run\
Data File : 11142014 025.D

Acq On : 14 Nov 2014 ©9:36 pm

Operator :

Sample ¢ NE36692-C

Misc : Tag # NE36692-C, Lab Rep #3, 1X

ALS vial : 24 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161cjfjb-M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST1l.L
TIC Integration Parameters: RP1616.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
p-Xylene 3.787 0.5 ug/mL 75975 1 5.081 3163170 20.0
cis,cis,cis-7,1... 5.405 0.4 ug/mL 64126 1 5.081 3163170 20.0
Cyclohexanemeth... 5.716 0.4 ug/mL 58065 1 5.081 3163170 20.0
Cyclohexanecarb... 6.604 16.8 ug/mL 4904340 2 6.457 5847390 20.0
Acetic acid, ch... 8.593 0.4 ug/mL 91666 3  8.216 4584080 20.0
Hexadecane, 2,6... 9.193 9.3 ug/mL 60457 4  9.681 4251020 20.0
Phenanthrene, 2... 9.534 0.4 ug/mL 81997 4 9.681 4251020 20.0
1H-Pyrazole, 1,... 9.851 5.6 ug/mL 1194170 4 9.681 4251020 20.0
1H-Imidazole,1-... 9.928 2.7 ug/mL 583069 4 9.681 4251020 20.0
3-Ethylidene- h... 10.534 0.7 ug/mL 146978 4  9.681 4251020 20.90
Undecanoic acid... 10.657 9.5 ug/mL 116160 4 9.681 4251020 20.0
2-Bromotetradecane 10.751 9.7 ug/mL 154952 4  9.681 4251020 20.9
Undecane, 6-ethyl- 10.881 9.5 ug/mL 98659 4 9.681 4251020 20.0
6H-Furo[2',3':4... 10.992 0.5 ug/mL 114584 4 9,681 4251020 20.0
Tridecane, 2-me... 11.145 0.5 ug/mL 116368 4 9.681 4251020 20.9
Piperazine-1,4-... 11.198 0.9 ug/mL 197355 4 9.681 4251020 20.9
Octatriacontyl ... 11.369 0.5 ug/mL 100550 4 9.681 4251020 20.0
1-Formyl-2,2-di... 11.481 0.4 ug/mL 86767 4 9.681 4251020 20.0
Acetaldehyde, e... 11.586 0.6 ug/mL 132973 4 9.681 4251020 20.0

0.6 a4 0

Tridecane, 7-pr... 11.739 ug/mL 126607 9.681 4251020 20.

RP1616 o . Tue Nov 18 15:00:58 2014 DAN




File :D:

Operator
Acquired
Instrument :

EnvQnt

Sample Name: NE36692-C

Misc Info

Vial Number: 24

Abundance

30000

20000

10000

o

Time-->
Abundance

1000000

500000

0!
Time-->

Abundance

110000

100000

90000

80000

70000

60000
50000
40000
30000
i
20000

10000

TTTT T T

6.610

|

6.457

[

\
r[rv1]Tlvr]r|J

35.1 | I'

-

. Tag # NE36692-C, Lab Rep #3, 1X

\RP1616\11142014_Run\11142014_025.D

: 14 Nov 2014 09:36 pm using AcqMethod RP1616-M

lon 142.00 (141.70 to 142.70): 11142014_025.D\data.ms

A
| TTTT 1 i BRI BB S T L, L | o |

L T ™

!
400 500 6.00 700 800 9.00 10.00 11.00 12.00 13.00 14.00 1500 1600 17.00 1800 1900 2000 2100 2200
lon 136.00 (135.70 to 136.70): 11142014_025.D\data.ms

lllv[flv![lrllllv1l]v1vaIV\Tr‘rvﬁﬁTrtr—rrT—vvvr LG i T LR A SR L DL/ L0l [ L

.0

400 5.00 6.00 7.00 8.00 9.00

55.1

|

Ll

81.2

97.2

.[H

1091
MR

10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00
Average of 6.581 to 6.616 min.: 11142014_025.D\data.ms

142.2

136.2

! Il
Tt T T T

0
m/z-->

— A0 IR

!
TT

!
T

30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

|vv||-rrr T

TR

120 125 130 135 140 145 150

(2[7/ 14



Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vvial

Quant Time:

Quant Method :

Quant Title
QLast Update

Response via :

Comp

Internal St
1) 1,4-Di
3) Naphth
5) Acenap

10) Phenan
11) Chryse
12) Peryle

System Moni
7) 2-Fluo
Spiked Am

Target Comp
2) MCHM
4) PPH
6) 1,4-CH
8) DM-1,4

Quantitation Report

0: i \rRP1616\11142014_Run\
11142014_623.D

: 14 Nov 2014 ©08:37 pm

: NE36692-B
: Tag # NE36692-B, Lab Rep #2, 1X
: 22 Sample Multiplier: 1

Nov 17 11:05:46 2014
D:\MassHunter\GCMS\1\methods\RP161cjjbo -1
: RP1616-MCHM Compounds

: Wed Nov 12 16:18:43 2014

Initial Calibration

(QT Reviewed)

ound R.T. QIon Response Conc Units Dev(Min)
andards
chlorobenzene-d4 5.081 152 399956 20.00 ug/mL 0.00
alene-d8 6.457 136 1763247 20.00 ug/mL # ©.00
hthene-d10 8.216 164 994942 20.00 ug/mL 0.00
threne-d10 9.681 188 1497465 20.00 ug/mL 0.00
ne-di12 13.963 240 913916 20.00 ug/mL 0.00
ne-d12 16.798 264 521847 20.00 ug/mL 0.00
toring Compounds
robiphenyl 7.575 172 556729 9.11 ug/mL ©.00
ount 12.500 Range 25 - 150 Recovery = 72+88%— _S¢<
ounds Qvalue

5.540 55 54447m 1.53 ug/mL

6.863 94 11055m 0.58 ug/mL
DM 0.000 0 N.D. d
-CHDC 0.000 0 N.D. d

8.539 59 47526m 1.72 ug/mL

9) di-PPH

(#) = quali

rr1616 o -

fier out of range (m) = manual integration (+)

Mon Nov 17 11:06:38 2014 DAN

= signals summed

vabjf'"' NMI‘JL‘\'./‘{_J
SM“‘UQ 2> iQ"‘ P -,-‘.'_‘




Quantitation Report (QT Reviewed)

pata Path : D: {JJ\rP1616\11142014_Run\
Data File : 11142014_023.D

Acq On : 14 Nov 2014 ©8:37 pm

Operator

Sample : NE36692-B

Misc : Tag # NE36692-B, Lab Rep #2, 1X

ALS vial : 22 Sample Multiplier: 1

Quant Time: Nov 17 11:05:46 2014

Quant Method : D:\MassHunter\GCMS\1\methods\RP161JJJJjb."
Quant Title : RP1616-MCHM Compounds

QLast Update : Wed Nov 12 16:18:43 2014

Response via : Initial Calibration

Abundance TIC: 11142014_023.D\data.ms
4800000

4600000
4400000

4200000

d10.1

4000000

3800000

Phenanthrene-d10,|

3600000

3400000

Naphthalene-d8,|

3200000

3000000

2800000

2600000

2400000

2200000

2-Fluorobiphenyl,S

2000000

1800000

1600000

1,4-Dichlorobenzene-d4,|
d12,1

Chry

1400000

1200000

1000000

Perylene-d12,|

800000 d
600000

400000

MCHM
PPH
di-PPH

200000

I R I ——— L S AN
Time—> 400 500 600 7.00 800 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00

RP1616 o -1 Mon Nov 17 11:@6:38 2014 DAN
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T

e
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#2

Abundance  gcan 345 (5.716 min): 11102014_009.D\data.m
58.1 MCHM
Concen: 1.53 ug/mL m
RT: 5.540 min Scan# 315
Ref 50 g1 972 Delta R.T. -0.176 min
: Lab File: 11142014_023.D
391 Acq: 14 Nov 2014 08:37 pm
0.
miz--> 40 60 80 100 120 140 Tgt Ion: 55 Resp: 54447
Abundance  scan 315 (5.540 min): 11142014_023 D\datam 0N Ratio Lower Upper
58 1 55 100
97 25.6 34.6 51.8%
110 3.8 4.8  7.2#
Abundance
5.540
miz--> 40 60 80 100 120 140 10000
Abundance  gcan 315 (5.540 min): 11142014_023.D\data.m
55.0
| 5000
sub o . 972
811 |
. \
ST S I Ot
/2> 40 60 80 100 120 140 Time—> 550  6.00
Abundance  scan 538 (6.851 min): 11102014_009.D\data.m #4
941 PPH

Ref 50
771

51.1 152.1
1211

miz--> 40 60 80 100 120 140

Abundance  gcan 540 (6.863 min): 11142014_023.D\data.m
94.1

Concen: 0.58 ug/mL m
RT: 6.863 min Scani# 540
Delta R.T. ©0.006 min

Lab File: 11142014 _023.D
Acq: 14 Nov 2014 08:37 pm

Tgt Ion: 94 Resp: 11055
Ion Ratio Lower Upper

94 100

152 8.4 13.4 20.0#
77 19.7 21.2 31.8#%

Raw 50 .
8t 2 136.2 Abundance
i 3000
0 ,
iz—> 40 60 80 100 120 140
Abundance  gcan 540 (6.863 ming; 111 142014_023.D\data.m 2000
Sub 50 1000
B0 4 152.1 ,
c'Tlrr’"j'[lﬂrll"‘ﬂllTr”']'?"l""I"!‘I : 0
miz—> 40 60 80 100 120 140 Time—>

11142014 _023.0 RP1616 [ M Mon Nov 17 11:06:39 2014 DAN

Page 3




Abundance TIC: 11142014_023 D\data.ms #6
4000000 1,4-CHDM
Concen: N.D.
3000000 Expected RT: 7.49 min
Lab File: 11142014 023.D
2000000 Acq: 14 Nov 2014 ©08:37 pm
Tgt Ion: 67
1000000 Sig Exp Ratio
67 100
L 55 59.7
[0 o o e o L B o s e s 95 255.8
Time-> 600 650 700 750 800 850
Abundance  |on 67.10 (66.80 to 67.80): 11142014_023.D\d:
lon 55.10 (54.80 to 55.80): 11142014_023.D\dz
2000001{lon 95.20 (94.90 to 95.90): 11142014_023.D\d:
150000
100000
50000
O 'Jg A
e Al eSS e e e
Time-> 600 650 7.00 750 800 850
Abundance TIC: 11142014_023.D\data.ms #8
4000000 DM-1,4-CHDC
Concen: N.D.
3000000 Expected RT: 7.98 min
Lab File: 11142014 ©23.D
2000000 Acq: 14 Nov 2014 ©8:37 pm
Tgt Ion: 81
1000000 sig Exp Ratio
81 100
140 61.8
c.l....,....,..L.,‘...,. 168 17.7
Times> 700 750 800 850  9.00
Abundance 1on 81.20 (80.90 to 81.90): 11142014_023.D\d:
50000110n 140.20 (139.90 to 140.90): 11142014_023.C
lon 168.20 (167.90 to 168.90): 11142014_023.C
40000
30000
20000
10000
e
e i S S8 S S s
Time> 700 750 800 850  9.00

11142014_023.0 RP1616 [Jo-1 Mon Nov 17 11:06:39 2014 DAN
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Abundance  gcan 824 (8.534 min): 11102014_009.D\data.m #9

59.1 di-PPH
Concen: 1.72 ug/mL m
RT: 8.539 min Scan# 825
Ref 50 Delta R.T. -0.001 min
94.1 Lab File: 11142014 _023.D
135.1 210.2 Acq: 14 Nov 2014 ©08:37 pm
162.2
OTM%M
miz—> 40 60 80 100 120 140 160 180 200 Tgt Ion: 59 Resp: 47526
Abundance  Scan 825 (8.539 min): 11142014_023.Didatam 107 Ratio  Lower Upper
59.1 59 100
94 18.4 23.0 34.6%#
210 3.3 6.1 9.1#
Raw 50 )
4.1 Abundance
. X 8.$39
1352 162.2 210.2 {
0 10000
miz—> 40 60 80 100 120 140 160 180 200

Abundance  gcan %25 (8.539 min): 11142014_023.D\data.m
59.1

|
|
Sub :
|

Wbl gL | 1822 2102
2> 40 60 80 100 120 140 160 180 200

Time-—->

11142014 _023.0 RP1616 Jo-M Mon Nov 17 11:06:39 2014 DAN Page 5



Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Time:

Quant Method :

Quant Title

QLast Update :
Response via :

Quantitation Report

o: Y \RP1616\11142014_Run\
11142014_623.D

: 14 Nov 2014 08:37 pm

: NE36692-B
: Tag # NE36692-B, Lab Rep #2, 1X
i 22

Sample Multiplier: 1
Dec 01 12:30:24 2014
: RP1616-MCHM Compounds-C

Fri Nov 21 16:16:46 2014
Initial Calibration

D: \MassHunter\GCMs\1\methods\RP161 i -

(QT Reviewed)

M

Compound R.T. QIon Response Conc Units Dev(Min)
Internal Standards
1) 1,4-Dichlorobenzene-d4 5.081 150 685394 20.00 ug/mL 0.00
13) Naphthalene-d8 6.457 136 1763247 20.00 ug/mL # 0.00
24) Acenaphthene-d10 8.216 164 994942 20.00 ug/mL 0.00
37) Phenanthrene-d10 9.681 188 1497465 20.00 ug/mL 0.00
49) Chrysene-d12 13.963 240 915856 20.00 ug/mL -0.01
58) Perylene-d12 16.798 264 523590 20.00 ug/mL -0.01
Target Compounds Qvalue
2) Bis(2-chloroethyl) ether 0.000 (%) N.D.
3) n-Decane 0.000 0 N.D. d
4) 1,3-Dichlorobenzene 0.000 0 N.D.
5) 1,4-Dichlorobenzene 0.000 0 N.D.
6) 1,2-Dichlorobenzene 0.000 (2} N.D.
7) Benzyl Alcohol 0.000 (%] N.D. d
8) Bis(2-chloroisopropyl)... 0.000 0 N.D.
9) Hexachloroethane 0.000 0 N.D. d
10) N-Nitrosodi-N-propylamine ©.000 (2} N.D. d
11) Nitrobenzene 0.000 [~} N.D. d
12) 4-Methylcyclohexanecar... 6.610 55 858712 69.89 ug/mL 94
14) n-Dodecane 0.000 (%] N.D. d
15) Isophorone 0.000 (2} N.D. d
16) Bis(2-chloroethoxy) me... 0.000 0 N.D. d
17) 1,2,4-Trichlorobenzene 0.000 (2] N.D.
18) Napthalene 0.000 (2} N.D. d
19) Hexachlorobutadiene 0.000 (7} N.D.
20) 2-Methylnapthalene 7.175 142 3332 0.04 ug/mL 87
21) Hexachlorocyclopentadiene ©0.000 %) N.D.
22) 2-Chloronapthalene 0.000 e N.D. d
23) n-Tetradecane 7.698 57 2574 0.05 ug/mL# 93
25) Dimethly Phthalate 0.000 0 N.D. d
26) Acenaphthylene 0.000 e N.D. d
27) 2,6-Dinitrotoluene 0.000 %) N.D. d
28) Acenaphthene 0.000 0 N.D. d
29) Dibenzofuran 0.000 0 N.D. d
30) 2,4-Dinitrotoluene 0.000 0 N.D. d
31) n-Hexadecane 8.698 57 4220 .08 ug/mL# 95
32) Fluorene 0.000 0 N.D. d
33) Diethyl Phthalate 0.000 0 N.D. d
34) 4-Chlorophenylphenyl E... 0.000 0 N.D. d
35) N-Nitrosodiphenylamine 0.000 0 N.D. d
36) Azobenzene 0.000 0 N.D. d
38) 4-Bromophenylphenyl Ether 0.000 0 N.D. d
39) Hexachlorobenzene 0.000 0 N.D.
40) n-Octadecane 9.645 57 7917 0.15 ug/mL# 60
41) Phenanthrene 0.000 0 N.D. d
42) Anthracene 0.000 0 N.D. d
43) Carbazole 0.000 (%} N.D. d
44) Dibutyl Phthalate 0.000 0 N.D. d
45) n-Eicosane 10.745 57 5348 0.10 ug/mL# 88

RP1616 JJlc-M Mon Dec @1 12:38:30 2014 DAN



Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Time:

Quant Method :

Quant Title

QLast Update :
Response via :

Comp

46) Fluora
47) Pyrene
48) n-Doco
50) Benzyl
51) n-Tetr
52) n-Hexa
53) n-Octa
54) Benz[a
55) Chryse
56) Bis(2-
57) Di-n-o
59) Benzo[
60) Benzo(
61) Benz[a
62) Indo[1
63) Dibenz

Quantitation Report

o: Y \rP1616\11142014_Run\

11142014_023.D

: 14 Nov 2014 ©8:37 pm

: NE36692-B
. Tag # NE36692-B, Lab Re
: 22 Sample Multiplier:

Dec 01 12:30:24 2014
D:\MassHunter\GCMS\1
¢ RP1616-MCHM Compound

Initial Calibration

p #2, 1X
1

\methods\RP161cjJfjc .»
s-C

Fri Nov 21 16:16:46 2014

(QT Reviewed)

ound R.T. QIon Response Conc Units Dev(Min)
nthene 0.000 0 N.D. d
0.000 0 N.D. d
sane 0.000 %] N.D. d
Butyl Phthalate 0.000 (%] N.D. d
acosane 0.000 0 N.D. d
cosane 0.000 %] N.D. d
cosane 0.000 %] N.D. d
Janthracene 0.000 ] N.D. d
ne 0.000 7] N.D. d
ethylhexyl) Phth... ©.000 0 N.D. d
ctyl Phthalate ©.000 o N.D. d
b]fluoranthene 0.000 (%] N.D.
k)fluoranthene 0.000 0 N.D.
]pyrene 0.000 %] N.D. d
»2,3-cd]pyrene 0.000 0 N.D.
[a,h]anthracene 0.000 0 N.D.
g,h,i]perylene 0.000 0 N.D.

64) Benzo[

(#) = quali

fier out of range (m) =

manual integration (+) =

RP1616 .M Mon Dec 01 12:38:30 2014 DAN

signals summed



Quantitation Report (QT Reviewed)

pata Path : D:{JJ\rRP1616\11142014_Run\
Data File : 11142014_623.D

Acq On : 14 Nov 2014 ©8:37 pm

Operator

Sample : NE36692-B

Misc : Tag # NE36692-B, Lab Rep #2, 1X

ALS vial : 22 Sample Multiplier: 1

Quant Time: Dec 01 12:30:24 2014

Quant Method : D:\MassHunter-\GCMS\l\methods\RPlGl-c.M
Quant Title : RP1616-MCHM Compounds-C

QLast Update : Fri Nov 21 16:16:46 2014
Response via : Initial Calibration

Abundance TIC: 11142014_023.D\data.ms
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Abundance  gcan 517 (6.728 min): 11182014_009.D\data.m
1

#12

4-Methylcyclohexanecarboxylic acid

Concen:

69.89 ug/mL

81.2

Ref 50

40 60 80

m/z-->

Abundance  gcan 497 (6.610 min): 11142014_023.D\data.m
A

Raw

100

RT: 6.610
Delta R.T.
Lab File:
Acq: 14 Nov

120 140 Tgt Ion: 55

min Scan# 497
-0.118 min

11142014_0623.D
2014 08:37 pm

Resp: 858712

Ion Ratio Lower Upper
S5 109

142 21.5 19.1 28.7
81 48.4 42.3 63.5

150000

Abundance  |on 55.10 (54.80 to !

lon 142.26.
lon 81.10 (

2> 40 60 80

Abundance  gcan 497 (6.610 min): 11142014_023.D\data.m 100000
5
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120 140

50000

124.2 1422
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e

Abundance  gean 593 (7.175 min): 11182014_014.D\data.m #20

142.2 2-Methylnapthalene
Concen: 0.04 ug/mL
RT: 7.175 min Scan# 593
Ref 50 115.1 Delta R.T. -0.000 min
Lab File: 11142014 023.D
291 631 89.1 Acq: 14 Nov 2014 ©08:37 pm
o R A S MBI | SN
40 60 80 100 120 140 Tgt Ion:142 Resp: 3332
. Ion Rati
Abundance  scan 593 (7.175 min): 11142014_023.D\datam o Ratio  Lower Upper
14p1 142 100
115 33.1 33.0 49.4
Raw 50| 494
1 gaq 1151 Abundance  |on 142.20 (141.90 tc
:' 67.0 lon 37D (114.80 tc
o | 2000
/g 40 60 80 100 120 140
Abundance  gcan 593 (7.175 min): 11142014_023.D\data.m 1500
142.1
| 1000
Sub g 151
| | 500
It
35.1 63.0 89.1 i
ol : | | ! 0
o S SURMIMIM M SN | -
miz—> 40 60 80 100 120 140 Timews>
11142014_023.0 RP1616 k- ™ Mon Dec @1 12:36:23 2014 DAN Page 1



Abundance  gcan 682 (7.698 min): 11182014_013.D\data.m #23
51.2

n-Tetradecane
Concen: 9.05 ug/mL
RT: 7.698 min Scan# 682
Ref 50 85.2 Delta R.T. ©0.000 min
Lab File: 11142014_023.D
1122 1402 1693 198.3 Acq: 14 Nov 2014 08:37 pm
OV‘Tl“ ['ll"l’ l lI"Ill[']ll"["]l]‘l"‘rl—‘l’
Mize> 40 60 80 100 120 140 160 180 200 Tgt Ion: 57 Resp: 2574
Abundance  gcan 682 (7.698 min): 11142014_023.D\data.m I‘S’; E;;“ Lowsr  Upper
1
85 35.7 31.6 47.4
172.2 198 0.6 3.1  4.7#
Raw 50 A
Abundance  |on 57.20 (56.90 to !
2500]lon 8% 89884.90 to ¢
0 W | lon 198.30 (198.00 t¢
mize> 40 60 80 100 120 140 160 180 200 2000
Abundance  5can 682 (7.698 min): 11142014_023.D\data.m
57.1 1500
' 1712.2
L 1000
Sub N !
50 | 852 ]
i 1 ! | 500
i 1122 1461 |
o! Al ; Ik of
miz—> 40 60 80 100 120 140 160 180 200 1, o

11142014_023.0 RP1616_jJk -M Mon Dec @1 12:36:29 2014 DAN Page 1



Abundance  gean 852 (8.698 min): 11182014_013.D\datam #31
57.

n-Hexadecane
Concen: 0.08 ug/mL

RT: 8.698 min Scan# 852
Ref 50 85.2 Delta R.T. ©.080 min
Lab File: 11142014_023.D
Acq: 14 Nov 2014 ©08:37 pm
0 A132 15521833 2264 q P
TI'ITII I llll Tr ll LR l|ll II\IIIIIIIIH
miz—> 40 60 80 100120140160180200220 Tgt Ion: 57 Resp: 4220
Abundance  scan 852 (8.698 min): 11142014_023.D\data.m Ig; g;gio Lower  Uppes
571
85 46.4 35.1 52.7
226 0.0 3.1 4.7#
Raw
Abundance  |on 57.20 (56.90 to !
, 5000
miz> 40 60 80 100 120 140 160 180 200 220 000
Abundance  gcan 852 (8.698 min): 11142014_023.D\data.m
57.1 3000
i 176.2
Sub b i 2000
i 0 851 ;
Eod : 1000
i 1111
. { 140.2 0
iz 40 60 80 100 120 140 160 180200220 ;. .
11142014_023.0 RP1616_jJk -M Mon Dec 01 12:36:37 2014 DAN
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Abundance  Scan 1013 (9.645 min): 11182014_013.D\data.r #40

57.2 n-0Octadecane
Concen: 0.15 ug/mL
RT: 9.645 min Scan# 1013
Ref 50 Delta R.T. ©.000 min
J Lab File: 11142014 023.D
99.2 Acq: 14 Nov 2014 08:37 pm
. 7% 1412 1833 20422544 0 P
hod BA 4 4 pn TO99 248209
miz--> 50 100 150 200 250 Igt I:n:157 Resp: 7917
Abundance  5can 1013 (9.645 min): 11142014_023 D\datay 107 Ratio Lower  Upper
57.1 57 100
85 16.2 34.5 51.7#
254 0.0 1.4  2.2#
Raw 50 .
Abundance |on 57.20 (56.90 to !
15000/lon 85.20 (84.90 fo ¢
ol b 21552 188.1217 1247.4 lon 254.40 (254.10 tc
miz—> 50 100 150 200 250
Abundance  gcan 1013 (9.645 min): 11142014_023.D\data.r 10000
57.1
N
sub ol 5000
f P
L a2
Ll g 12821552 1881219 3 ) I
o. | H N P "
miz> 50 100 150 200 250 Time> 960 9.65

11142014_023.0 RP1616_jJjk -M Mon Dec @1 12:36:46 2014 DAN Page 1



Abundance  gcan 1024 (9.710 min): 11182014_014.D\data.r #41
178.2

Ref

m/z-->
Abundance

m/z-->
Abundance

Sub

m/z-->

50

50

76.1
44

122.11591

39.1
T I
50

Scan 1022 (9.698 min): 1114201;_023.D\data.r
188.2

50

Scan 1022 (9.698 min): 11142014_023.D\data.r

L

™

100

100

T

150

150

11142014 023.0 RP1616 [ .M

™7

200

200

Phenanthrene

Concen:

RT: 9.698

Delta R.T.
Lab File:

0.03 ug/mL
min Scan# 1022
-0.012 nmin
11142014_023.D

Acq: 14 Nov 2014 -08:37 pm

Tgt Ion:178

Ion Ratio
178 100
152 44 .4

Abundance

2500

2000

1500

1000

500

Time-->

Resp: 3047
Lower Upper

8.5 12.7#

lon 178.20 (177.90 tc
lon 152,

ILELELE NLELEL BLE B
9.65 9.70 9.75
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Abundance  gcan 1201 (10.751 min): 11182014_013.D\data #45

57.2 n-Eicosane
Concen: 0.10 ug/mL
RT: 10.745 min Scan# 1200
Ref 50 Delta R.T. -0.006 min
Lab File: 11142014_023.D
99.2 Acq: 14 Nov 2014 ©8:37
0 {4 1412 196.3 2394 282« d pm
1""“]’[!I’Illll|lll]'lll
Miz--> 50 100 150 200 250 Tgt Ion: 57 Resp: 5348
Abundance  scan 1200 (10,746 min): 11142014_023.D\data 107 Ratio Lower Upper
57.1 57 109
85 55.4 37.8 56.8
282 0.0 1.4 2,24
Raw 50 - )
Abundance 1on 57.20 (56.90 to !
o § L33 1792 217.2 2534 8000
miz> 50 100 150 200 250
Abundance  gcan 1200 (10.745 min): 11142014_023.D\data 6000
431,
i 4000
Sub
2000
| R 0__._ -
miz—> 50 100 150 200 250 Time—> 1070 10.79

11142014_023.0 Rr1616 [Jk-M Mon Dec @1 12:37:53 2014 DAN Page 1



Data Path : D: \RP1
Data File : 11142014_023.D
Acq On : 14 Nov 2014 @
Operator

Sample : NE36692-B

Misc . Tag # NE36692-
ALS Vvial : 22 Sample Mu

Integration Parameters: RP
Integrator: RTE
Smoothing : OFF

Sampling : 1
Start Thrs: 9.01
Stop Thrs : 0.02

If leading or trailing edg
Peak separation: @

Method . D:\MassHunter\
Title : RP1616-MCHM Co
Signal
peak R.T. first max last
# min scan scan scan
1 3.769 13 14 42
2 5.081 233 237 289
3 5.404 289 292 305
4 5.540 312 315 342
S 5.716 342 345 362
6 6.457 451 471 495
7 6.610 495 497 500
8 7.575 658 661 679
9 8.210 764 769 772
106 8.539 818 825 831
11 8.586 831 833 838
12 8.628 838 840 849
13 8.698 849 852 878
14 9.104 914 921 927
15 9,192 933 936 942
16 9.328 956 959 964
17 9.375 964 967 991
18 9.533 991 994 1001
19 9.681 1013 1019 1022
20 9.733 1024 1028 1038
21 9.816 1038 1042 1045
22 9.851 1045 1048 1057
23  9.928 1057 1061 1093
24 10.133 1093 1096 1100
25 10.175 1100 1103 1174
26 10.604 1174 1176 1198
27 10.745 1198 1200 1556
28 12.851 1556 1558 1586
29 13.963 1737 1747 1773
30 16.798 2218 2229 2270
Sum

18 14

rRP1616 o -1 Tue Nov

LSC Area Percent Report

616\11142014_Run\

8:37 pm

B, Lab Rep #2, 1X
ltiplier: 1
1616.P
Filtering: S5
Min Area: 100 Area counts
Max Peaks: 30
Peak Location: TOP

e < 100 prefer < Baseline drop else tangent >

GeMs\1\methods\RP161jjo .M
mpounds

: TIC: 11142014_023.D\data.ms

PK  peak corr.  corr, % of
TY height area % max. total
rvB5S 7648 44754 0.47% 0.122%
rBV 1299764 2987496 31.33% 8.172%
rvB9 18125 57525 0.60% 0.157%
rav 56512 120478 1.26% 0.330%
rw 30032 61232 ©.64% ©0.167%
rBV 3122353 9536868 100.00% 26.088%
rVB 1160695 1019843 10.69% 2.790%
rvB 1782908 1628462 17.08% 4.455%
rBV 4026291 4183964 43.87% 11.445%
rWw3 56508 100274 1.05% 0.274%
rWw3 34432 63409 ©.66% 0.173%
rvweé 23832 56564 0.59% 0.155%
rWw3 36009 73259 ©.77% 0.200%
rBve 17241 48564 ©.51% 0.133%
rw 74720 77537 ©.81% 0.212%
rBv 70541 61800 0.65% 0.169%
rw 12458 42039 0.44% 0.115%
rBvV2 51738 81991 0.86% ©.224%
rBV 3363433 3858737 40.46% 10.556%
rVwW 600413 610733 6.40% 1.671%
rW 472226 417833 4.38% 1.143%
rVww 911035 836506 8.77% 2.288%
rw 611101 766049 8.03% 2.996%
rvw2 46352 72305 ©.76% ©0.198%
rvv2 38394 546610 5.73% 1.495%
rvv2 39837 253699 2.66% 0.694%
rvB2 87899 4776015 50.08% 13.065%
rvB2 13121 60815 ©0.64% 0.166%
rBV 1250655 2597443 27.24% 7.105%
rvww 655864 1513732 15.87% 4.141%

of corrected areas: 36556536

147:28 2014 DAN




LSC Report - Integrated Chromatogram

pata Path : D: {Jl\RP1616\11142014 Run\
Data File : 11142014_623.D

Acq On : 14 Nov 2014 @8:37 pm

Operator

Sample : NE36692-B

Misc : Tag # NE36692-B, Lab Rep #2, 1X

ALS Vial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter\GcMS\1\methods\RP161fJJfjb-M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: RP1616.P

Abundance . TIC: 11142014_023.D\data.
4000000 - ms 8.210
9.681
6.457
3000000
2000000 7.575
5.081 6.610 :
1000000 9.851
g 28
oh769 5.49464716 ) | scsmmess  o.90i@P2P533UL UL
LN BT L . LSS SISRUIRIIY AL LS S e e e
Timews> 400 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950  10.00
Abundance )
dance TIC: 11142014_023.D\data.ms
3000000
2000000
13.963
1000000
182 10.60445 12.851
U/ AL S s B B B SO S B e A S L S L S SN
Times> 1050  11.00 1150 1200 1250 13.00 1350 14.00 1450 1500 1550  16.00
Abundance 11 ’
40 TIC: 11142014_023.D\data.ms
3000000
2000000
1000000
16.798
e""I""I""l""l‘"'|7r"[""|""l”"I""'I""l"r'l""
Times 17.00 17.50 18.00 1850 19.00 1950 2000 2050 21.00 2150 2200  22.50

rRP1616 Jjo-# Tue Nov 18 14:47:29 2014 DAN Page: 2



Library Search Compound Report

Data Path : D: \RP1616\11142014_ Run\
Data File : 11142014_023.D

Acq On : 14 Nov 2014 08:37 pm

Operator
Sample : NE36692-B

Misc . Tag # NE36692-B, Lab Rep #2, 1X
ALS vial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161(jjb -1
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST1l.L
TIC Integration Parameters: RP1616.P

3k 3 3 3 e s ko ke ke ok ke ke sk ke 3 ok ok okl ke e ofe ok ok ok ke ok sk ke ok ok ok ok ok sk sk ke ok sk sk e e ok ok sk ok ok ok ok s s B K Bk ke ok ke Sk ke ke ke Ok kol k-

Peak Number 1 Methan-d3-ol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
3.769 0.30 ug/mL 44754 1,4-Dichlorobenzene-d4 5.081

Hit# of S Tentative ID MW MolForm CAS# Qual
1 Methan-d3-ol 35 CHD30 001849-29-2 3
2 Methan-d3-ol 35 CHD30 001849-29-2 3
3 Ethyl Chloride 64 C2H5C1 000075-00-3 2
4 Boron trifluoride etherate 142 C4H10BF30 000109-63-7 2
S Acetic acid, chloro-, ethyl ester 122 C4H7C102 000105-39-5 1

Abundance  Scan 14 (3.769 min): 11142014_023 D\data.ms (-13) () M/z 49.10 100.00%
49.1

[

5000

TITTTTT T

350350460410420
m/z 35.10 52.31%

10 20 30 40 50 60 70 80 90

m/z-->
Abundance #43: Methan-d3-ol
33.0
5000 3.803.904.004.104.20
m/z 86.00 43.67%
I'l]llII]I'II‘II&I‘IK'IIII!lll'llll]lIlIr‘lTr‘rI'
miz—> 10 20 30 40 50 60 70 80 90
Abundance #42: Methan-d3-ol
33.0
—rn-rwrrrrrrrrrnvrrrrn—r
[ 3.803.904.004.104.20
5000 m/z 82.90 21.29%
18.0 '
| i
Rt
.
iz 10 20 30 40 50 60 70 80 90

28,0
i m/z 51.05 18.11%
5000 i W
490
1?-0 3 36.0 {
nuprrrln‘(rlu-‘i‘rlvn'-"ﬁ||r[T:r‘r|]-rn|||u.|-: AR RRRA IR RRELaRRERERERREY]
10 20 30 40 50 60 70 80 90 3.803.904.004.104.20

m/z-->

rRr1616 fo-m Tue Nov 18 14:47:29 2014 DAN Page: 3



Library Search Compound Report

pata path : D:{J\rRP1616\11142014_Run\
Data File : 11142014_623.D

Acq On : 14 Nov 2014 ©8:37 pm

Operator

Sample : NE36692-B

Misc : Tag # NE36692-B, Lab Rep #2, 1X

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161JJfjb -1
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

3k ok e e 3k ok ok e ok ok ke ok ok ok 3k ok 3k 3k ok ok ok 3k ok e ok ok ok kol kol ki kool kol kol k k ok ke e ok ke ke kol e 3k ok ke ok ke kel Ok ok ok ok ok ok ok ok

Peak Number 2 Cyclohexanone, 3-ethenyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

5.4 0.39 ug/mL 57525  1,4-Dichlorobenzene-dd  5.681

Hit# of 5 Tentative ID MW MolForm CAS# Qual

yclohexanone, 3-ethenyl- 124 C8H120 001740-63-2 35
icyclo[2.2.1]heptan-7-0l 112 C7H120 002566-48-5 35
,3-Cyclooctadiene, (Z,Z)- 108 C8H12 003806-59-5 27
ricyclo[4.1.1.0(2,5)]octane 108 C8H12 070970-60-4 25
,3-Cyclooctadiene 108 C8H12 001700-10-3 22

NHWN R
e K

Abundance  gcan 292 (5.404 min): 11142014_023.D\data.ms (289) ~M/z 94.10 100.00%
791 94.

%

5.00 5.20 5.40 5.60 5.80
m/z 79.10 92.91%

40 60 80 100 120 140

m/z-->
Abundance #10519: Cyc!ohexanone 3-ethenyl-
500520540560580
m/z 81.10 75.03%
miz--> 40 60 80 100 120 140

Abundance #6556 Bicyclo[2.2.1]heptan-7-of
79.0 9‘1 0

%

57.0 5.00 5.20 5.40 5.60 5.80

s000] 410 m/z 55.10 70.42%

»
=
o F—

o_
Y=
i —
4 -

-

1 N
=]

o ©
o |
N
b—'
O 4

. I: . -

m/z--> 0 FE e -
Abundance #5460: 1,3-Cyclooctadiene, (Z.2)- 5.00 5.20 5.40 5.60 5.80
74.0 :
m/z 67.68 51.07%
5000{ 39.0 | 930 080
65.0 I} |J
,‘J,,»i;ILII.;L,,,J;,,l,h,I,.{,,Il,_,],,,,l
miz—> 40 60 80 100 120 140 5.00 5.20 5.40 5.60 5.80

RP1616 b .M Tue Nov 18 14:47:30 2014 DAN
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Library Search Compound Report

Data Path : D:m\kplms\nmzou_kun\
Data File : 11142014_623.D

Acq On ¢ 14 Nov 2014 08:37 pm

Operator
Sample . NE36692-B
Misc : Tag # NE36692-B, Lab Rep #2, 1X

ALS vial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161JJjjjo .M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

sk 3 ok e s ok ok sl ok ok ok 3k ok ok sk ok ok ok Sk ok ok ok sl ok ok ok sk ok ok ok kol i ik ok ol sk ke sk ok ok sl sk ol ok sk ok ok ol ok ok ok ok ok ke sk ok sk sk sl o ok ok ok koK
Peak Number 3 Cyclohexanemethanol, 4-meth... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
5.716 0.41 ug/mL 61232 1,4-Dichlorobenzene-d4 5.081
Hit# of S Tentative ID MW  MolForm CAS# Qual

1 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160
2 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160
3 Cyclohexanemethanol, 2-methyl- 128 C8H160

4 Cycloheptanemethanol
5 Cycloheptanemethanol

128 C8H160
128 C8H160

003937-48-2 72
003937-49-3 72
002105-40-0 56
004448-75-3 53
004448-75-3 53

Abundance  gcan 345 (5.716 min): 11142014_023.D\data.ms (-342) ~M/z 55.10 100.00%

58.1
5000
81.1 97.0
411
! 5.40 5.60 5.80 6.00
PSR SAREEN m/z 97.85 32.92%
z> 20 40 60 80 100 120
Abundance #12635: Cyclohexanemethanol, 4-methyl-, cis- ﬂ
55.0
5000 670 5.40 5.60 5.80 6.00
270 N0 | 81.0 ‘ m/z 81.10 31.47%
I'Lt"li["'l’l"["l""
iz 20 40 60 80 100 120
Abundance #12641: Cyclohexanemethanol, 4-methyl-, trans-
54.0
5.40 5.60 5.80 6.00
5000 m/z 95.10 26.28%
97.0
27.0 41.0 81.'0
T M R | Y
/2> 20 40 60 80 100 120
Abundance #12625: Cycslg%exanemethanol, 2-methyl- 5.40 5.60 5.80 6.00
67.0 m/z 41.10  19.50%
5000 41.0
27,0 :‘ 81.0 '
’J !|I ¢ i I} L 11|101250
S e e S i ot e T
miz--> 20 40 60 80 100 120 5.40 5.60 5.80 6.00

rr1616 o.M Tue Nov 18 14:47:30 2014 DAN
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Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014_023.D
Acq On : 14 Nov 2014 ©8:37 pm

Operator :
Sample : NE36692-B
Misc : Tag # NE36692-B, Lab Rep #2, 1X

ALS vial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\l\methods\RPlGl-b.M

Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

ke o o ok ke e ok ok ok ok ok ok ok ok ok e 3k sk ok ok ok %k ok ok sk ok ok 3k 3k 3k ok K ok 3k ok ok k ke 3 ok ok ok ke ok 3k ok sk ok ok ok ok kol ok e ok ok ok ok ok ok 3k ok R ok
Peak Number 4 Cyclohexanecarboxylic acid,... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.610 2.14 ug/mL 1019840 Naphthalene-d8 6.457
Hit# of S Tentative ID MW MolForm CAS# Qual

1 Cyclohexanecarboxylic acid, 4-me... 142 C8H1402

004331-54-8 64

2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 30
3 Cyclopropane, 1,2-dimethyl-, cis- 706 C5H10 000930-18-7 27
4 2-Methyl-1-butene 70 C5H1e 000563-46-2 27
5 Dichloroacetic acid, 1-cyclopent... 224 C9H14C1202 1000282-56-3 27

Abundance  gcan 497 (6.610 min): 11142014_023.D\data.ms (-495)
54.1

20 40 60 80 100 120 140

m/z--> . RO .
Abundance #19794: Cyclohexanecarboxylic acid, 4-methyl-
55.0
miz--> 20 40 60 80 100 120 140
Abundance #567; 2-Butene, 2-methyl-
58.0
!
5000 ]
390 !
15.0 || 1| i 71.0
L SR B S SR B AL
> 20 40 60 80 100 120 140
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000
390
TR A X
ll'l1¥!]['l I'["I‘TI"I"I‘I‘!I||||7
2> 20 40 60 80 100 120 140

RP1616 Jfo-1 Tue Nov 18 14:47:31 2014 pAN

m/z 55.10 100.00%

-

6.20 6.40 6.60 6.80 7.00
m/z 81.20 54.67%

-

6.20 6.40 6.60 6.80 7.00
m/z 70.20  38.59%

-

6.20 6.40 6.60 6.80 7.00
m/z 97.20 31.16%

-

6.20 6.40 6.60 6.80 7.00
m/z 41.10 27.11%

-

6.20 6.40 6.60 6.80 7.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

: NE36692-B
: Tag # NE36692-B, Lab Rep #2, 1X

. -—
1114201

Library Search Compound Report

\RP1616\11142014 Run\
23.D
: 14 Nov 2014 08:37 pm

ALS vial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter‘\GCMS\1\methods\RP161-b.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

ke ok sk o e ok ok ok ok ok e ok ok ok ok ok ks ok ok sk ok o e o sk ok ok ok sk ok ok ke ok ks ke ok ok ok 3k ok ki sk ok e o ke ok ok ok ok o ok e ok ook ke o sk ok ok ok ok

Peak Number 5 trans-Linalool oxide (furan... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.628 0.27 ug/mL 56564  Acenaphthene-d10 8.216

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-Linalool oxide (furanoid) 170 C10H1802 034995-77-2 16
2 2-Furanmethanol, S-ethenyltetrah... 170 C10H1802 005989-33-3 16
3 2-Butanol, 1-chloro- 108 C4H9C10 001873-25-2 14
4 2-Hydroxymethyl-5-(1-hydroxy-1-i... 184 C10H1603 097762-06-6 12
S 2,3-Dimercaptopropan-1-ol 124 C3H80S2 000059-52-9 10

Abundance  gcan 840 (8.628 min): 11142014_023.D\datams (-838) m/z 59.10 100.00%
59.1

5000 103.1
‘ } 1351 1702 4402
1.1 l 8.40 8.60 8.80 9.00
S| 19 A i S
s 20 40 60 80 100 120 140 160 180 200 m/z 103.10 " 46.14%
Abundance #37992: trans-Linalool oxide (furanoid) h
59.0 )
5000 8.40 8.60 8.80 9.00
2%0| L m/z 94.10 33.83%
e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance  #38154: 2.Furanmethanol, 5-ethenyltetrahydro-.alpha.,.z
59.0
! 8.40 8.60 8.80 9.00
5000 - 940 m/z 135.85  27.62%
z I I 4
28.0 ; Pl ﬁ 1190 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5273 2-Butanol, 1-chloro- 8.40 8.60 8.80 9.00
59.0 ’ ) ’ ’

m/z 45.05 26.64%

81.0
1 109.0

20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

s

m/z-->

RP1616 o .M Tue Nov 18 14:47:32 2014 DAN
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Library Search Compound Report

Data Path : D:H\RP1616\11142914_Run\
Data File : 11142014_023.D

Acq On : 14 Nov 2014 ©8:37 pm

Operator
Sample : NE36692-B
Misc ¢ Tag # NE36692-B, Lab Rep #2, 1X

ALS vial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\l\methods\RP161-b.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

2k % 3k ok 3k 3 3k 3k K ok 3k Xk %k %k %k ok 3k 3k % 3k ok sk 3k ¥k 3k ok 3k 3k 3k ok 3k 3k ok ok 3 ok ok ok ok o ofe ok ol o sk ok sk ok 3k ol e 3k ok dk ok ke ke ok o ke ok e ok ok ok ok ok &
Peak Number 6 Dodecane Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.

8.698 0.35 ug/mL 73259  Acenaphthene-d1@ 8.216
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 49
2 Dodecane 170 C12H26 000112-40-3 42
3 Dodecane 170 C12H26 000112-40-3 30
4 Heptacosane 380 C27H56 000593-49-7 25
S Tetracosane 338 C24H50 000646-31-1 25

Abundance  gcan 852 (8.698 mln) 11142014_023 D\data.ms (-849) M/z 57.10 100.00%

T T T T T T T T T T T
1132 1462 8.40 8.60 8.80 9.00
0y
mfz—> 20 40 60 80 100 120 140 160 180 m/z 176.26  77.85%
Abundance #38315: Dodecane
571.0
5000 ‘ 85.0 8.40 8.60 8.80 9.00
29.0 m/z 174.20  68.96%
1 JJ 1120 1410 1700 /
e s e e S S TR/
miz—> 20 40 60 80 100 120 140 160 180
Abundance #38318; Dodecane
57.0
8.40 8.60 8.80 9.00
5000 | m/z 43.10 65.85%
| 85.0
29.0L| Lo
ol | 1130 410 1700
P 20 40 60 80 100 120 140 160 180
Abundance #38317: Dodecane ' '8'4'0' 8.60 8.80 9.00
i 57.0
1 m/z 71.10 59.55%
5000 { 85.0
29.0 ||
NN .“50 1410 1700
III]VII’I]11I l'llllll’l IIKIIIIIYIIYIIIII‘II T llll'lllllllllll’l['lll
mize> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

Page:
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Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014 ©023.D

Acq On : 14 Nov 2014 08:37 pm

Operator

Sample : NE36692-B

Misc : Tag # NE36692-B, Lab Rep #2, 1X
ALS vial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161dJJJjo .M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

Rk ek kR Rk R Rk kR Rk R kR Rk ok Rk ok Rk ok kR ok kR kR kR kk kR kR kR Rk Rk Rk kkok Rk kR Rk kR kR kR Kk

Peak Number 7 Methoxyacetic acid, 2-tetra... Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T. |
9.104 0.25 ug/mL 48564 Phenanthrene-die 9.681

Hit# of S Tentative ID MW MolForm CAS# Qual

1 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 86

2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64

3 Tritetracontane 605 C43H88 007098-21-7 64

4 Tetradecane 198 C14H30 000629-59-4 64

S Tridecane 184 C13H28 000629-50-5 64

Abundance  gcan 921 (9.104 min): 11142014_023.D\data.ms (-914)  m/z  57.15 100.00%

57.1
5000
} 2“1 197.2 8.80 9.00 9.20 9.40
.u . J— . .
b E B
iz 50 100 150 200 250 300 350 400 450 500 550 600~ ™/Z 71.15  76.41%
Abundance #132964: Methoxyacetic acid, 2-tetradecyl ester
57.0
5000 kot
8.80 9.00 9.20 9.40
} L’? 019170 m/z 43.10 67.98%
L o e B RS SR RRRRARRRS SRR RARR:
iz> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #38349: Decane, 3.8-dimethyl-
57.0
' 8.80 9.00 9.20 9.40
5000 | m/z 55.10 47.05%
ERE
| |
H |, 141.0
iz 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane 8.80 9.00 9.20 9.40
510 .80 9.00 9.20 9.
m/z 85.15  44.59%
5000
]p27019702670337o 463.0 533.0 604
Vllll lllllll lllllll"ll TT ]l ™" Il II TrTY lll II1T
izee> 50 100 150 200 250 300 350 400 450 500 550 600 8.80 9.00 9.20 9.40

re1616 o.M Tue Nov 18 14:47:33 2014 DAN Page: 9



Library Search Compound Report

pata Path : D:\JJ\rRP1616\11142014_Run\
Data File : 11142014_023.D

Acq On : 14 Nov 2014 0©8:37 pm

Operator

Sample : NE36692-B

Misc : Tag # NE36692-B, Lab Rep #2, 1X

ALS vial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter\GcMs\1\methods\RP161jJjjb-#
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

3k 3 ok dk k3K ok ok ok ok 3k ok ok 3k 3k 3k % 3 ok ok ok ok ok ok 3k ok ok 3k sk e e ok e ke e ke 3 ok ok ke ok ok ke ok ok ok o ke ke kK ok ok ok ke e ok ok ok ok ok ok ok ko ok Xk k

Peak Number 8 Tridecane, 5-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.192 0.40 ug/mL 77537  Phenanthrene-di1@ 9.681

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 5-propyl- 226 Cl6H34 055045-11-9 83
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 83
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 ©03892-00-0 78
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 78
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 72
Abundance  gcan 936 (9.192 min): 11142014_023.D\data.ms (933) M/z 57.18 100.00%
57.1
5000

S L A e a i

132 21833 8.80 9.00 9.20 9.40 9.60
mz> 20 40 60 80 100120140160180200220240260 ~ ™% 71.20  71.81%

Abundance #83031: Tridecane, 5-propyl-

51.0
VAL VABAS MABALAABAS RN
5000 8.80 9.00 9.20 9.40 9.60
m/z 43.10 48.73%
183.0 226.0
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11 ;659: Pentadecane, 2,6,10,14-tetramethyl-
52.0
| | 8.80 9.00 9.20 9.40 9.60
.
5000, | l m/z 85.20 26.99%
|
290 |
J , 225.0253.0
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance ;,135904" Pentadecane, 2.6,10-trimethy- . 8.80 .00 920 9.40 9.60
: m/z 41.10 24.92% .
5000 | J
| 183.0211.0239.0
'_r'TTYTrTWTT_mTTY_n_rT'
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.80 9.00 9.20 9.40 9.60

RP1616 o -1 Tue Nov 18 14:47:34 2014 DAN
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Library Search Compound Report

pata Path : D:{Jl\rRP1616\11142014_Run\
Data File : 11142014_023.D
Acq On : 14 Nov 2014 08:37 pm

Operator :
Sample : NE36692-B
Misc : Tag # NE36692-B, Lab Rep #2, 1X

ALS vial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP1614JJJjo .M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

3 ok ok o ok ok ok koK ke ok ok ok ok ok ok ok Ok ok ok ok ok ok ok ok ok sk ok ok ok ok ok ok ok ko ok ok 3k ok ok ook ok ok ok ki 3 3k ok ok b ok ok ok ok ok ok ok ok ok ok ok

Peak Number 9 3-Hexene, 2,2-dimethyl-, (Z)- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.328 0.32 ug/mL 61800 Phenanthrene-d10 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Hexene, 2,2-dimethyl-, (Z)- 112 C8H16 000690-92-6 46
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 38
3 6-Methyl-cyclohex-2-en-1-0l 112 C7H120 1000144-17-3 35
4 3-Hexene, 2,2-dimethyl-, (E)- 112 C8H16 000690-93-7 35
S Heptane, 3-methylene- 112 C8H16 001632-16-2 35

Abundance  gcan 959 (9.328 min): 11142014_023.D\data.ms (-956) ~m/z 70.20 100.00%
702 972

5000

C

9.00 9.20 9.40 9.60
m/z 97.20 95.58%

157.2182.2 209.3
20 40 60 80 100 120 140 160 180 200 220

m/z-->
Abundance #6775: 3-Hexene, 2,2-dimethyl-, (2)- n ‘
5000 9.00 9.20 9.40 9.60
m/z 55.10 86.41%
'T'TTWT‘I‘TTTTT‘T‘ITT‘T’F"T"
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6806: Cyclohexane, 1,4-dimethyl-, cis-
55.0 971.0
; 9.00 9.20 9.40 9.60
m/z 112,20 52.18%
. 20 40 60 80 100 120 140 160 180 200 220 “ !\ M f\

Abundance #6564: 6-Methyl-cyclohex-2-en-1-ol 9.00 9.20 9.40 9.60
70.0 TR TR
m/z 57.20 51.37%

5000 i

20 40 60 80 100 120 140 160 180 200 220

»
— -
o
(o]
~
o

TTTT T T T

rre e
m/z--> 9.00 9.20 9.40 9.60

RP1616 o.M Tue Nov 18 14:47:34 2014 DAN
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Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014 _023.D
Acq On : 14 Nov 2014 ©8:37 pm

Operator
Sample : NE36692-B
Misc : Tag # NE36692-B, Lab Rep #2, 1X

ALS vial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161dJfjb .M

Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: RP1616.P

2k sk o 3k ok o 2k 3k o ok ok 3k ok s s ok ok 3k ok 3k ok ok 3k 3k ok ok ok ok K o ok ok e ke K sk 3k ke ok sk ke ok ok e ok ok e ok i e ok o 3 ok Sk ok ok e ok ok ok ko ok ok ok ok ok

Peak Number 10 Tetracosane

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
9.375  0.22 ug/ml 42039  Phenanthrene-die 9.681
Hit# of S Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 CoaHse 000646-31-1 35

2 Docosane 310 C22H46
3 Hexacosane 366 C26H54
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44
S Pentadecane, 8-hexyl- 296 C21H44

Abundance  gcan 967 (9.375 min): 11142014_023.D\data.ms (-964)
1

5000

179.2 2333

s 50 100 150 200 250 300 350
Abundance #175555: Tetracosane
51.0
5000 |
80 141.0
Jih g7 183022502670 3380
ll]'ll,'l‘lllIYIII'IYIYIY'_VI‘I"!‘T_'_T
miz—> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57.0
L]
5000 | i
9.0
] ‘ ;}’ 141.0183.0225.0 267.0 3100
L U T . T
N 5 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000, | | |
1 { 0.0 141.0
A d 44y ) 141018302250 267.0 309.0 366
lf"llll’ll""l"ll 1'|7IIVIT
miz—> 50 100 150 200 250 300 350

rRP1616 Jffo .M Tue Nov 18 14:47:35 2014 DAN

000629-97-0 35
000630-01-3 35
054833-48-6 35
013475-75-7 35

m/z 57.15 100.00%

9.00 9.20 9.40 9.60
m/z 71.10 64.93%

TTT YT T TTrI [T

T
900920940960
m/z 41.186 48.60%

LSRN R R R R

900920940960

‘'m/z 43.15 45.95%

VAL NVALMIA VLS
9.00 9.20 9.40 9.60
m/z 69.16 40.32%

9.00 9.20 9.40 9.60

Page:

12



Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014_023.D

Acq On : 14 Nov 2014 08:37 pm

Operator
Sample : NE36692-B

Misc : Tag # NE36692-B, Lab Rep #2, 1X
ALS vial : 22 Sample Multiplier: 1

Quant Method : 0:\MassHunter\GCMS\l\methods\RPlGl-b.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: RP1616.P

e ke s e e ok sk ok ak ok Ok kb Kok e kel ook ok i ik ok ok ke ko ok R koK ok K ok sk sk Ok ko kol ok ke ok kKoK R Of kel kR Ok K ok ok ok ok ok ok ok

Peak Number 11 Phenanthrene, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.533 9.42 ug/mL 81991 Phenanthrene-d10 9.681

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 53
2 5-Amino-2-thiocyanoacetophenone 192 C9H8N20S 014428-51-4 53
3 Isoquinoline, 1-[(3,4-dimethoxyp... 343 C20H25NO4 013074-31-2 53
4 2,4-Diamino-6-(hydroxymethyl)pte... 192 C7H8N60 000945-24-4 53
S Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 53

Abundance  gcan 994 (9.533 min): 11142014_023.D\data.ms (-991) ~ m/z 192.20 100.00%
199.2

-

5000
9.50
2> 50 100 150 200 250 300 m/z 57.15 19.71%
Abundance #54754: Phenanthrene, 3-methyl-
192.0
5000 ——————r—r
9.50
m/z 55.10 17.08%
390 M0 450
=
Mize-> 50 100 150 200 250 300
Abundance #55101: 5-Amino-2-thiocyanoacetophenone
43.0 192.0
| i 9.50
5000{ | ‘ m/z 146.05 16.90%
105.0 149.0 |
qu L :ﬁlLii L ! ll
L
oz 50 100 150 200 250 300 .
Abundance  #179205: Isoquinoline, 1-[(3,4-dimethoxyphenylymethyl]- " 950
192.0 ’
m/z 193.15 14.47%
5000
650 107.0 1510 | 2350 270.0 326.0
.. L/ £~ Ml W W=, S B
miz--> 50 100 150 200 250 300 - 9.50

rRr1616 o .M Tue Nov 18 14:47:36 2014 DAN
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Library Search Compound Report

pata Path : D:\Jl\RP1616\11142014_Run\
Data File : 11142014_623.D
Acq On : 14 Nov 2014 08:37 pm

Operator
Sample : NE36692-B
Misc : Tag # NE36692-B, Lab Rep #2, 1X

ALS Vial : 22 Sample Multiplier: 1

Quant Method : D;\MassHunter\GcMS\1\methods\RP161Jjjb-m
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

3 ok 3k ok 3k ok ok ok ok ok ok 3k 3k o 3k e ok 3k ok 3k k ok 3 ok ok o ke ke ke ok ok sk ok ol sk ok ok sk ok ok e ok ok sk e ok Sk ok ok ok ok ok ke k ok ok ok ok 3k ok ok ok ok ok ok ok Xk
Peak Number 12 5,7-Dimethyloctahydrocoumarin  Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.733 3.17 ug/mL 610733  Phenanthrene-di10 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5,7-Dimethyloctahydrocoumarin 182 C11H1802 1000109-81-5 43
2 1H-Imidazole,1-ethyl-2-methyl 110 C6H18N2 021202-52-8 38
3 2-Pentenoic acid, 5-[(1,5-dimeth... 268 C16H2803 053311-39-0 37
4 Cyclopentanecarboxylic acid, 2-e... 224 C14H2402 1000282-59-1 35
5 Cyclohexanone, 4-methylidene- 110 C7H100 029648-66-6 27

Abundance  gcan 1028 (9.733 min): 11142014_023.D\data.ms (-102 Mm/z 55.10 100.00%
5.1 110.2

B T
142.2 9.50 10.00

1832 217.3 247.4 _
20 40 60 80 100 120 140 160 180 200 220 240 ~  ™/Z 110.20 ~ 93.99%

=

m/z—-> .
Abundance #46980: 5,7-Dimethyloctahydrocoumarin
550  95.0
———
5000 9.50 10.00
138.0 _ ‘'m/z 95.20 77.17%
182.0
miz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance " #5737: 1H-Imidazole, 1-ethyl-2-methy!
0.0
T T T T T I L
9.50 10.00
5000 m/z 69.15 66.88%
iz> 20 40 60 80 100 120 140 160 180 200 220 240 J\AM;,\
Abundance  #117374: 2-Penteqt:iggcid,5-[(1.5-dimethyl-4-hexenyl)o '9.50 1000
69.0 m/z 97.20 51.59%
5000 .
41.0 n
1 | 141.0
| L il 1 . ad\
| PR TN e ST A | S— prny L s
mize> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00

RP1616 o.M Tue Nov 18 14:47:36 2014 DAN

Page:
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Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014_023.D

Acq On : 14 Nov 2014 08:37 pm

Operator

Sample : NE36692-B

Misc : Tag # NE36692-B, Lab Rep #2, 1X

ALS vial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMs\1\methods\RP161 b .M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

sk e sk e ok 3k ok ok sk 3k ok ok ok kK ok 3k 3k ol ol dk ok 3k ek i ok ok ok e kol ke ko K Kk ok ok ok ok ok ok e ok sk sk ok ke ok ok ok sk ok ok ko ko ok ok

Peak Number 13 3-Cyclopenten-1-one, 2,2,5,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.816 2.17 ug/mL 417833 Phenanthrene-d10 9.681

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Cyclopenten-1-one, 2,2,5,5-tet... 138 C9H140 081396-36-3 43
2 Cycloheptanethiol, 2-methyl-, ac... 186 C10H180S 1000141-66-2 43
3 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 38
4 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 38
5 Cyclohexanethiol, 2-ethyl-, acetate 186 C10H180S 1000141-66-7 35

Abundance  Scan 1042 (9.816 min); 11142014_023.D\data.ms (103 m/z 55.10 100.00%

54.1 110.2
5000 81.1 -
A T
142.2
_ 167.2 196.2 223.3 950 10.00
iz 20 40 60 80 100 120 140 160 180 200 220 W/z 110.20 &7.42%
Abundance  #17626: 3-Cyclopenten-1-one, 2,2,5,5-tetramethyl- m
95.0
5m0 Al T T T L3
410 67.0 _ 10.00
i 138.0 m/z 95.15 78.96%
...... U T I S
> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49935: Cycloheptanethiol, 2-methyl-, acetate
690  110.0 8 _
430 | 9.50 10.00
5000 3 | m/z 69.15 63.47%
| 143.0
i j J L 186.0
. 20 40 7100 120 140 160 180 200 220
Abundance #5081: s§':y(<):lohexene,LZ-dimelhyl- 950 1000
A m/z 97.20 54.02%
soo0| 410 | 1 }
mm
! W j U r» A
1S — S

miz--> 20 40 60 80 100 120 140 160 180 200 220

rP1616 o.M Tue Nov 18 14:47:37 2014 DAN
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Library Search Compound Report

Data Path : D:E\RP1616\11142014_Run\
Data File : 11142014_023.D

Acq On : 14 Nov 2014 ©8:37 pm

Operator
Sample : NE36692-B
Misc : Tag # NE36692-B, Lab Rep #2, 1X

ALS Vial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161qJJJJJjb-m
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: RP1616.P

sk 3 ok ok o 3k ok e ok ok sk oK ok ke ok ak sk ok ok ok ok ok 3k ok ok dk ok ok 3k ok 3k ok ok ko ook ok ok ok ok 2k k ok ok 3k %k ok ok ok 3k ok 3k 3k ok ok k ok ok 3k Xk ok ok Xk ok kK

Peak Number 14 Octahydroquinolin-4-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.851 4.34 ug/mL 836506 Phenanthrene-d16 9.681

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octahydroquinolin-4-one 153 C9H15NO 1000302-88-0 38
2 Methylphosphonic acid, fluoroanh... 288 CSH18FO2P 1000273-29-7 37
3 Cyclohexane, 1-methyl-4-(2-hydro... 142 CSH180 004916-87-4 32
4 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 32
5 Imidazole-5-carboxylic amide, N-... 125 CS5H7N30 053525-55-6 30

Abundance  Scan 1048 (9.851 mm) 11142014_023 D\data.ms (-104 ~ m/z 95.20 100.00%

5000

T L

125.2 9.50 10.00

1952 2222
s 20 40 60 80 100 120 140 160 180 200 220 ™% 110.20 ~96.11%

Abundance #26551: Octahydroquinolin-4-one

it
5000 9.50 10.00

m/z 55.10 91.58%

20 40 60 80 100 120 140 160 180 200 220

T RN RN AR AR R RS LR

BN
20 40 60 80 100 120 140 160 180 200 220

m/z-->
Abundance  #68281: Methylphosphonic acid, fluoroanhydride, 2,6-dir
95.0
9.50 10.00
” . ,
5000 670 | /z 97.20 65.25%
41.0 i
| il |
.H HT ‘I BT
m/z—> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #20053; Cyclohexane, 1-methyl-4-(2-hydroxyethyl)- " 000
95.0
55.0 m/z 81.10 58.11%
5000
;f lL E 124.0
A |
10.00

m/z-->

rr1616 fo- 1 Tue Nov 18 14:47:38 2014 DAN Page: 16
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Library Search Compound Report

pata Path : D:{Jl\rP1616\11142014_Run\
Data File : 11142014_623.D

Acq On ¢ 14 Nov 2014 08:37 pm

Operator

Sample : NE36692-B

Misc : Tag # NE36692-B, Lab Rep #2, 1X

ALS vial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\l\methods\RPlﬁl-b.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

ke ok ko ok ok ok ok ok sk ok ok ok ok ok ok ok ok ok ke o s sk e ok ok ok ok ke kel ok ke e ke k ok ok ok sk ol ol o s sk s e ke ok sk sl ok ok ok s s ok ok ke sk okokokok ok Kok

Peak Number 15 1H-Imidazole,l-ethyl-2-methyl Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.928 3.97 ug/mL 766049 Phenanthrene-d1@ 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Imidazole,1-ethyl-2-methyl 110 C6H1ON2 021202-52-8 58
2 3-Cyclopenten-1-one, 2,2,5,5-tet... 138 C9H140 081396-36-3 50
3 5,7-Octadien-3-o0l, 2,4,4,7-tetra... 182 C12H220 077142-78-0 40
4 Imidazole-5-carboxylic amide, N-... 125 C5H7N30 0853525-55-6 38
S Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 38
Abundance  gcan 1061 (9.928 min): 11142014_023.D\data.ms (-105 m/z 95.15 100.00%
551 982
5000
1252 e A
0 J, ,'ﬂ d l gssz 1832 2222 1000
................ e e e
‘e 20 40 60 80 100 120 140 160 180 200 220 m/z 116.20  86.82%
Abundance #5737: 1H-Imidazole, 1-ethyl-2-methyl
27.0 110.0
81.0
54.0 —
5000 10.00
m/z 55.10 82.82%
Tmmmmr
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #17626: 3-Cyclopenten-1-one, 2.2,5,5-tetramethyl-
95.0
1 10.00
5000 o m/z 97.20 62.67%

410 67.0
I | 1380
T ’u u]{ '.‘;'ik'n! e i - re7
miz—> 20 40 60 80 100 120 140 160 180 200 220
10.00

Abundance  #47220: 5,7-Octadien-3-ol, 2,4.4,7-tetramethyl-, (E)-
95.0
m/z 81.18 56.48%

|
t i §
|
A Lll RART j1 1390 1820

67.0
e T T

-
20 40 60 80 100 120 140 160 180 200 220 1000

m/z-->
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Library Search Compound Report

pata Path : D:\JJ\rP1616\11142014_Run\
Data File : 11142014_623.D

Acq On : 14 Nov 2014 08:37 pm

Operator

Sample : NE36692-B

Misc ¢ Tag # NE36692-B, Lab Rep #2, 1X

ALS vial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161fjb."
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: RP1616.P

3k ok e ok 3 3k ok 3 ok ok ok ok dk ok 3 ok ok o 3 o e ok ok ke ke ok ok ok kol Ok o 3 ok ok ok ok ok ok ok 3Ok ok ok e 3 s ok s ok e ok kol ok ok ok K ROk ok Kk

Peak Number 16 Tridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

10.133 0.37 ug/mL 72305 Phenanthrene-di1@ 9.681
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 64
2 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 58
3 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 53
4 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 52
S Tridecane 184 C13H28 000629-50-5 52

Abundance  gcan 1096 (10.133 min): 11142014_023.D\data.ms (-10 m/z 57.15 100.00%

il Mmﬂ
5000

LA S B R

1543 239.4 10.00 10.50
43.10  72.79%

0 50 100 150 200 250 300 350 400 450 500 550  ™/Z

mfz-->
Abundance #48835: Tridecane
57.0
——
5000 10.00 10.50
m/z 71.15 59.28%
gz
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #172312: Sulfurous acid, pentadecy! 2-propyl ester
43.0
—
10.00 10.50
5000 I m/z 55.15 37.62%
/]
{ 111.0
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance o 3241176: Tetracontane, 3,5,24-trimethyl- " 1000 | 1050
' m/z 85.15 37.19%
S0001 11y
‘ 1250 2380 505.0
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 10}00 10f50

rP1616 o.M Tue Nov 18 14:47:39 2014 DAN Page: 18



Library Search Compound Report

Data Path : D:F\RP1616\11142014_Run\
Data File : 11142014_623.D

Acq On : 14 Nov 2014 08:37 pm
Operator
Sample : NE36692-B

Misc . Tag # NE36692-B, Lab Rep #2, 1X
ALS vial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161 o.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

3k 3k e 3k i sk ok Ok s ok ok 3k ok ok ok e ok ok ok ke ok ke ke kol ok ke ok ok sk i ok kok Sk ok ok ok kok Sokok kokok ok ke ok kol kR Rk kR ok ok

Peak Number 17 Sulfurous acid, butyl dodec... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.175 2.83 ug/mL 5466190 Phenanthrene-d10 9.681
Hit# of S Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 72
2 Heptadecane 240 C17H36 000629-78-7 70
3 Heneicosane 296 C21H44 000629-94-7 68
4 Hexacosane 366 C26H54 000630-01-3 58
S Hexadecane 226 C16H34 000544-76-3 58

Abundance  gcan 1103 (10.175 min): 11142014_023.D\data.ms (-11. Mm/z2 57.20 100.00%

T Www

T

T T
10.00 10.50
m/z 43.15 74.94%

5000

163.2195.3 231.3264.4

50 100 150 200 250

miz--> 100
Abundance #149369: Sulfurous acid, butyl dodecy! ester
57.0
R ——
5000 10.00 10.50
' m/z 71.15 67.62%
ze.w.“ L% 1690 g1
LENLANL N LI AL N WL LA LA ML e A R (L AL A  §
mizee> 50 100 150 200 250
Abundance #94346: Heptadecane
57.0 T T ' T T T T l T
| 10.00 10.50
5000 ’ m/z 85.20 56.47%
{1 e9.0
il |
25p) L {4 1410 1830 2400
Dl 50 100 150 200 250
Abundance #141426: Heneicosane " 1000 1050
57.0 : :
m/z 55.10  30.28%
5000 RN
L je9.0
26000 | 14 | s 1410 1830 225.0 296.(
AL AL WAL UL WAL UL | T T T °
50 100 150 200 250 10.00 10.50

m/z-->

rr1616 o.M Tue Nov 18 14:47:40 2014 DAN
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Library Search Compound Report

pata Path : D:\JJJ\rRP1616\11142014_Run\
Data File : 11142014_023.D
Acq On : 14 Nov 2014 08:37 pm

Operator
Sample ¢ NE36692-B
Misc : Tag # NE36692-B, Lab Rep #2, 1X

ALS Vial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161cjfjo-M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: RP1616.P

2% 3k 3k 3 3k 3k 3 3 e ok 3k 3 3k o e ok ok e 3k ok ok ok ok 3 ok ok ok e ok 3k ok ok ok ok ok ok sk ok ak ok ok ok ok ok ok ok ok ok ok ok ok ok ok ok ok ok ok kR ok koK kK

Peak Number 18 1-Octanol, 2-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.604 1.31 ug/mL 253699  Phenanthrene-d1@ 9.681
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 38
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 38
3 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 38
4 1-Heptanol, 2-propyl- 158 C1@H220 010042-59-8 38
5 1-Bromo-4-bromomethyldecane 312 C11H22Br2 061639-11-0 38

Abundance  gcan 1176 (10.604 min): 11142014_023.D\datams (-1 Mm/z  57.10 100.00%
57.1

MM

2312 2734 1050 11.00
m/z 43.10 63.18%

5000

138.3 1823

50 100 150 200 250

m/z-—-> !
Abundance #50323: 1-Octanol, 2-butyl- MAWMM‘,
43.0

S —
5000 85.0 10.50 11.00
| l J m/z 41.10 52.63%
: LR LTV N
SN A
mizee> 5 100 150 200 250
Abundance #1256(730: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0
E T T l T T T T I 1
10.50 11.00
5000 Pl m/z 71.15  42.44%
] 1130
X 0
oz . 50 100 150 200 250
Abundance #19153461: Sulfurous acid, butyl hexadecy! ester 1050 11.00
| m/z 83.18 34.94%
|
2 |, 1390 1830 2250  pgg
e 50 100 150 200 250 10.50 11.00

RP1616 o .1 Tue Nov 18 14:47:40 2014 DAN
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Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014_023.D

Acq On : 14 Nov 2014 08:37 pm

Operator

Sample : NE36692-B

Misc : Tag # NE36692-B, Lab Rep #2, 1X

ALS vial : 22  Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\l\methods\RP161-b.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

K oK K o ko o ook ok ok o ook o oK ok ok KoK o K ok K ok oK R 3k oK K K K 3 K 3k kR K oKk o R ok K K R KOK K ok oK o ok ok sk ok o o ok ok K K

Peak Number 19 Trihexadecyl borate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.745 24.75 ug/mL 4776020 Phenanthrene-d19 9.681
Hit# of S Tentative ID MW MolForm CAS# Qual
1 Trihexadecyl borate 735 C48H99B0O3 002665-11-4 32
2 Carbonic acid, isobutyl octadecy... 376 C23H4603 1000314-61-5 27
3 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 23
4 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 20
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 13

Abundance  Scan 1200 (10.745 min): 11142014_023.D\data.ms (-11° W/z 57.10 100.00%
1

gl AL Y

T

™
11.00

5000

—

T
h 63.2553 4 10.50
. m/z 43.15 45.47%

T
> 0 100 200 300 400 500 600 700 800
Abundance #243153: Trihexadecyl borate MMW/V"

57.0
————
e | 2250 10.50 11.00
] 1 ‘m/z 41.10  39.26%
I 511.0 MMWUM
MBI e
mize-> 0 100 200 300 400 500 600 700 800
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57.0
—
10.50 11.00
5000 m/z 97.15 39.22%

ll [p— WMMMAWW,

0 100 200 300 400 500 600 700 800

miz-->
Abundance 7'#243727: Tetrapentacontane, 1,54-dibromo- '10'56 o '11'00' '
57.0 ’ :
! m/z 71.10 36.19%
5000 s M i, A
95.0253.0 351.0443.0541.0 670.0  835.(
L AL B S R L S LR L NI S AL LI B B B
miz> 0 100 200 300 400 500 600 700 800 10.50 11.00
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Library Search Compound Report

pata Path : D:\JJ\rRP1616\11142014_Run\
Data File : 11142014 023.D
Acq On : 14 Nov 2014 08:37 pm

Operator
Sample : NE36692-B
Misc : Tag # NE36692-B, Lab Rep #2, 1X

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161JjJjb .M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST1l.L
TIC Integration Parameters: RP1616.P

3k 3k ok ok ok 3k ok ok ok ok ok ok e sk 3k ok 3 ok ok ke ok ok o o ok ok ok ok 3k ok ok ok ok ok sk ok ok ok ko ok sk ok ok ok kb ke ok ek ok 3 ok ok ok ok Ok ke ok ok Ok Ok K K
Peak Number 20 2-Octen-1-0l, 3,7-dimethyl-... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.851 0.47 ug/mL 60815 Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Octen-1-0l1, 3,7-dimethyl-, iso... 226 C14H2602 1000132-45-6 10
2 Hentriacontane 437 C31H64 000630-04-6 9
3 2-Fluorobenzyl alcohol, trimethy... 198 C10H15F0Si 1227612-35-2 9
4 Acetamide, 2-chloro-N-(2-cyanoet... 146 C5H7CIN20 017756-81-9 9
5 Chloroacetic acid, propyl ester 136 C5H9C102 005396-24-7 9

Abundance  gcan 1558 (12.851 min): 11142014_023.D\data.ms (15 Mm/z 71.15 100.00%

2
177.2
1R2.0
5000

T

LA L P
12.50 13.00

. 50 100 150 200 250 300 350 400 Wz 57.10 99.72X
Abundance  ¥82827: 2-Octen-1-ol, 3,7-dimethyl-, isobutyrate, (Z)- M
57.0
; l T T T T l T T T
5000 }| 109.0 12.50 13.00
m/z 76.90  92.07%
02110
miz—> 50 100 150 200 250 300 350 400 \fm
Abundance #223852: Hentriacontane
57I‘0 T T T T [ T T T
; 12.50 13.00
5000 . m/z 109.10 84.14%

1130 1690 225.0

309.0 365.0 437.
50 100 150 200 250 300 350 400

A ‘

m/z-->
Abundance  59305: 2-Fluorobenzyl alcohol, trimethyisilyl ether 1250 1300
183.0 - '
m/z 93.05 83.57%
1 it . I T T T T I T T T
miz—> 50 100 150 200 259 390 350 400 12.50 13.00

RP1616 o -1 Tue Nov 18 14:47:42 2014 DAN
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Data Path : D:

Tentatively Identified Compound (LSC) summary

\RP1616\11142014_Run\

Data File : 11142014_023.D

Acq On ¢ 14 Nov 2014 08:37 pm

Operator

Sample : NE36692-B

Misc : Tag # NE36692-B, Lab Rep #2, 1X

ALS Vvial : 22

Quant Method :
Quant Title

TIC Library

TIC Top Hit name

Methan-d3-ol
Cyclohexanone,

Cyclohexanemeth...
Cyclohexanecarb...
trans-Linalool ...

Dodecane

Methoxyacetic a...
Tridecane, 5-pr...
3-Hexene, 2,2-d...

Tetracosane

Phenanthrene, 3...
5,7-Dimethyloct...
3-Cyclopenten-1,..
Octahydroquinol...
1H-Imidazole,1-...

Tridecane
Sulfurous acid,.

1-Octanol, 2-bu...
Trihexadecyl bo..

2-0Octen-1-01, 3.

rP1616 - » Tue Nov 18 14:47:42 2014 DAN

Sample Multiplier: 1

D:\MassHunter\GCMS\1\methods\RP161 b -1

: RP1616-MCHM Compounds

: C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

.. 12.851

N
SO:b:ﬂN@hANWQOQOQOQNQQQ

.

NOWRORAOWNNANWAWARWE L BW

44754
57525
61232
1019849
56564
73259
48564
77537
61800
42039
81991
610733
417833
836506
766049
72305
546610
253699
4776020
60815

| --Internal

RT EstConc Units Response [#

NEPLDEPPAEAPEERERAEEEPWWNRRPR

[y

RT

WOLOUWOVOVWOVLLVLVOYVOOVOVOVWYVWYROOWUVTIUL W
o
[}
-

Standard--- |
Resp Conc|

2987500
2987500
2987500
9536870
4183960
4183960
3858740
3858740
3858740
3858740
3858740
3858740
3858740
3858740
3858740
3858740
3858740
3858740
3858740
2597449
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File
Operator
Acquired

Instrument :
Sample Name:
: Tag # NE36692-B, Lab Rep #2, 1X

Misc Info

Vial Number:

Abundance

30000

20000

10000

0
Time-->
Abundance
i

1000000!

500000

o

Time-->
Abundance

100000

90000

80000

70000

60000

50000

40000

30000

20000

10000

\RP1616\11142014_Run\11142014_023.D

EnvQnt
NE36692-B

22

LB R

35.1 |

— e

lon 142.00 (141.70 to 142.70): 11142014_023.D\data.ms

: 14 Nov 2014 08:37 pm using AcqMethod RP1616[JJj~

| LT T EE R

T | R

LT_Tﬁ_Y_V_T_T_Y_V_VﬁT"
400 500 6.00 7.00 8.00 9.00

6.457

I
\

l]l|\l'_7°|lllT['YllY‘TVTT'T'V‘ITY_r_T‘ E = B O G e e |

T T T T S5 R
400 500 600 7.00 800 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 1700 1800 1900 2000 2100 22.00
Average of 6.598 to 6.622 min.: 11142014_023.D\data.ms

584

70.2

|

L 1[‘

L1

10.00 11.00 1200 13.00 14.00 1500 1600 17.00 1800 1900 2000 2100 2200
lon 136.00 (135.70 to 136.70): 11142014_023.D\data.ms

81.2

97.2

87.1

111N |

|

o

m/z-->

YT YT T

I
|v|r Jr[vvvrTwm- Y

30 35 40 45 50 55 60 65 70

\Ba L LR RN RN N R

165 8 o RURLT e i

- T [rrrw]ranvv|v[fvrrTwrvrIrrvr]vrvvlvrrvIvvvv
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Quantitation Report (QT Reviewed)

pata Path : D:|J\rRP1616\11142014_Run\
Data File : 11142014 _019.D

Acq On : 14 Nov 2014 06:41 pm

Operator :

Sample : NE36692-A

Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Time: Nov 17 10:49:21 2014

Quant Method : D:\MassHunter\GCMS\l\methods\RP161-b.M
Quant Title : RP1616-MCHM Compounds

QLast Update : Wed Nov 12 16:18:43 2014

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)

Internal Standards

1) 1,4-Dichlorobenzene-d4 5.075 152 417610 20.00 ug/mL 0.00
3) Naphthalene-d8 6.457 136 1850408 20.00 ug/mL # 0.00
5) Acenaphthene-d10 8.210 164 1034788 20.00 ug/mL 0.00
10) Phenanthrene-d10 9.680 188 1538988 20.00 ug/mL 0.00
11) Chrysene-d12 13.963 240 890197 20.00 ug/mL 0.00
12) Perylene-d12 16.804 264 622667 20.00 ug/mL 0.01
System Monitoring Compounds
7) 2-Fluorobiphenyl 7.575 172 518432 8.15 ug/mL  ©.00
Spiked Amount 12.500 Range 25 - 150 Recovery = «£5720% s<<
Target Compounds Qvalue
2) MCHM 5.540 55 77124m 2.00 ug/mL
4) PPH 6.857 94 13153m 0.61 ug/mL
6) 1,4-CHDM 0.000 0 N.D. d
8) DM-1,4-CHDC 0.000 0 N.D. d
9) di-PPH 8.534 59 65456m 2.10 ug/mL

(#) = qualifier out of range (m) = manual integration (+) = signals summed

RP1616 o Mon Nov 17 10:50:27 2014 DAN
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS Vial

Quantitation Report (QT Reviewed)

0: Y \RP1616\11142014_Run\
11142014_019.D
¢ 14 Nov 2014 06:41 pm

: NE36692-A
: Tag # NE36692-A, Lab Rep #1, 1X
: 18 Sample Multiplier: 1

Quant Time: Nov 17 10:49:21 2014
od : D:\MassHunter\GCMS\1\methods\RP161(Jjo -1

Quant Meth
Quant Titl
QLast Upda
Response v

Abundance
5000000

4800000
4600000
4400000
4200000
4000000
3800000
3600000
3400000
3200000
3000000
2800000
2600000
2400000
2200000
2000000
1800000
1600000
1400000
1200000
1000000

800000

600000

400000

200000

e : RP1616-MCHM Compounds
te : Wed Nov 12 16:18:43 2014
ia : Initial Calibration

104

Naphthalene-d8,|
Acenept
Phenanthrene-d10,|

1.4-Dichlorobenzene-d4,|
2-Fluorobiphenyl,S

MCHM

T
&
3

b AL

PPH

TIC: 11142014_019.D\data.ms

Chrysene-d12,|

.

Perylene-d12,|

-

Time-->

rr1616

BN DL AL U D D DU B P U TR I AL AL WA
400 500 6.00 7.00 8.00 9.60 10!00 11!00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00

.M Mon Nov 17 10:50:27 2014 DAN
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Abundance  gean 345 (5.716 min): 11102014_009.D\data.m
1

Ref

m/z-->
Abundance

Raw

m/z-->
. Abundance

Sub

m/z-->

(=]

53.
97.2

3 79
40 60 80 100 120 140

Scan 315 (5.540 min): 11142014_019.D\data.m
58.1

97.2

37 79 150.0
40 60 80 100 120 140

Scan 315 (5.540 min): 11142014_019.D\data.m
55.1

97.2

i
|
i
|

70 L 79 |

r-r|-|u‘1|(11r[rvrv‘rrv|1|r|:x|-|n.

40 60 80 100 120 140

Time-->

#2

MCHM

Concen: 2,00 ug/mL m
RT: 5.540 min Scan# 315
Delta R.T. -0.176 min

Lab File:  11142014_019.D
Acq: 14 Nov 2014 06:41 pm

Tgt Ion: 55 Resp: 77124
Ion Ratio Lower Upper
55 100

97 9.4 34.6 51.8#
110 2.1 4.8 7.2%

Abundance

5.540

15000

10000

550 6.00

Abundance  gcan 538 (6.851 min): 11102014_009.D\data.m #4

Ref

m/z-->
Abundance

m/z-->
Abundance

Sub

m/z-->

11142014_019.0 RP1616_jh -1

50

o

941

771
51.1 152.1
IV OV T P IS

il by

BB
40 60 80 100 120 140

Scan 539 (6.857 min): 11142014_019.D\data.m
94.1

PPH

Concen: 0.61 ug/mL m
RT: 6.857 min Scan# 539
Delta R.T. ©0.000 min

Lab File: 11142014_019.D
Acq: 14 Nov 2014 06:41 pm

Tgt Ion: 94 Resp: 13153
Ion Ratio Lower Upper

94 100

152 12.5 13.4 20.0#
77 31.7 21.2 31.8

51.1 771 Abundance
152.1 6.457
4000
40 60 80 100 120 140
Scan 539 (6.857 min): 11142014_019.D\data.m 3000
94.1
2000
1000
511 771 152.1
W N T L I oft
40 60 80 100 120 140 Time->
Mon Nov 17 10:50:28 2014 DAN

Page 3



Abundance TIC: 11142014_019.D\datams  #6
4000000 1,4-CHDM
Concen: N.D.
Expected RT: 7.49 min
3000000
Lab File: 11142014 019.D
2000000 Acq: 14 Nov 2014 ©6:41 pm
Tgt Ion: 67
1000000 Sig Exp Ratio
67 100
) i 55 59.7
S SIS SR e s i - 1 255.8
Time.> 600 650 700 750 800 850
Abundance 1on 67.10 (66.80 to 67.80): 11142014_019.D\ds
lon 55.10 (54.80 to 55.80): 11142014_019.D\d¢
200000{lon 95.20 (94.90 to 95.90): 11142014_019.D\d¢
150000
100000
50000 /
Y
O T e e
Time-» 600 650 700 750 800 850
Abundance TIC: 11142014_019.D\data.ms #8
4000000 DM-1,4-CHDC
Concen: N.D.
Expected RT: 7.98 min
3000000
Lab File: 11142014_019.D
2 0 Acq: 14 Nov 2014 ©06:41 pm
Tgt Ion: 81
1000000 Sig Exp Ratio
81 100
140 61.8
O TR T 168 17.7
Time—> 700 750 800 850 9.00
Abundance  |on 81.20 (80.90 to 81.90): 11142014_019.D\ds
5000011on 140.20 (139.90 to 140.90): 11142014_019.C
lon 168.20 (167.90 to 168.90): 11142014_019.T
40000
30000
20000
10000
0 A k _ et
S S e S ==
Time—> 700 750 800 850  9.00
11142014_019.0 RP1616 o.M Mon Nov 17 10:50:28 2014 DAN
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GBS

Abundance  scan 824 (8.534 min): 11102014_009.D\data.m #9
59.1 di-PPH

Concen: 2.10 ug/mL m

RT: 8.534 min Scan# 824

Ref 50 Delta R.T. -0.006 min
94.1 Lab File: 11142014_019.D
135.1 1655 210.2 Acq: 14 Nov 2014 ©6:41 pm
5 .
miz—> 40 60 80 100 120 140 160 180 200 Tgt Ion: 59 Resp: 65456

Abundance  scan 824 (8.534 min): 11142014_019.D\datam 1O Ratio  Lower Upper
59.1 59 100
94 17.8 23.8 34.6#
20 3.9 6.1 9.1#
Raw 50
94.1 Abundance
| 8.434
: 1331 4704 2102
®"40 60 80 100 130 140 180 80 200 | 15000 |
miz--> |

Abundance  gean 824 (8.534 min): 11142014_019.D\data.m
59.1 10000

i
Sub !

041 5000}

o 18 a0q 2102

0! L. )
m/z--> 40 60 80 100 120 140 160 180 200 Time->

11142014_019.0 RP1616 o -1 Mon Nov 17 10:50:29 2014 DAN Page 5



Quantitation Report (QT Reviewed)

pata Path : D: {J\rP1616\11142014_Run\
Data File : 11142014_819.D

Acq On : 14 Nov 2014 ©6:41 pm

Operator

Sample : NE36692-A

Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Time: Dec 01 11:45:02 2014

Quant Method : D:\MassHunter\GCMS\1\methods\RP161jjc.M
Quant Title : RP1616-MCHM Compounds-C

QLast Update : Fri Nov 21 16:16:46 2014

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)
Internal Standards
1) 1,4-Dichlorobenzene-d4 .075 150 731128 20.00 ug/mL .00
13) Naphthalene-d8 .457 136 1851381 20.00 ug/mL # 0.00
24) Acenaphthene-di1@ .210 164 1034788 20.00 ug/mL 0.00

S
6
8
37) Phenanthrene-d10 9.680 188 1538988 20.00 ug/mL 0.00
3
6

49) Chrysene-d12 13.963 240 891670 20.00 ug/mL  -0.01
58) Perylene-d12 16.804 264 624905 20.00 ug/mL 0.00
Target Compounds Qvalue
2) Bis(2-chloroethyl) ether 0.000 %] N.D.
3) n-Decane 0.000 %] N.D. d
4) 1,3-Dichlorobenzene 0.000 0 N.D.
5) 1,4-Dichlorobenzene 0.000 0 N.D.
6) 1,2-Dichlorobenzene 0.000 0 N.D.
7) Benzyl Alcohol 0.000 0 N.D. d
8) Bis(2-chloroisopropyl)... ©.000 0 N.D. d
9) Hexachloroethane 0.9000 (%] N.D. d
10) N-Nitrosodi-N-propylamine ©.000 %] N.D. d
11) Nitrobenzene 0.000 ] N.D. d
12) 4-Methylcyclohexanecar... 6.616 S5 895643 68.34 ug/mL 94
14) n-Dodecane 0.000 (%) N.D. d
15) Isophorone 0.000 (%] N.D. d
16) Bis(2-chloroethoxy) me... ©0.000 %] N.D. d
17) 1,2,4-Trichlorobenzene 0.000 ] N.D.
18) Napthalene 0.000 0 N.D. d
19) Hexachlorobutadiene 0.000 0 N.D.
20) 2-Methylnapthalene 7.175 142 3716 0.04 ug/mL 92
21) Hexachlorocyclopentadiene ©0.000 0 N.D.
22) 2-Chloronapthalene 7.628 162 89 0.00 ug/mLit 54
23) n-Tetradecane 7.698 57 2566 0.05 ug/mL# 83
25) Dimethly Phthalate 0.9000 %] N.D. d
26) Acenaphthylene 0.000 %] N.D. d
27) 2,6-Dinitrotoluene 0.000 (*] N.D. d
28) Acenaphthene 0.000 ”] N.D. d
29) Dibenzofuran 0.000 %) N.D. d
30) 2,4-Dinitrotoluene 0.000 0 N.D. d
31) n-Hexadecane 8.698 57 4514 0.08 ug/mL# %4
32) Fluorene 0.000 ] N.D. d
33) Diethyl Phthalate 0.000 0 N.D. d
34) 4-Chlorophenylphenyl E... 0.000 0 N.D. d
35) N-Nitrosodiphenylamine 0.000 0 N.D. d
36) Azobenzene 0.000 0 N.D. d
38) 4-Bromophenylphenyl Ether ©.000 (*] N.D.
39) Hexachlorobenzene 0.000 0 N.D.
49) n-Octadecane 9.645 57 6820 0.12 ug/mL# 93
41) Phenanthrene 9.698 178 3031 0.03 ug/mL 99
42) Anthracene 0.000 0 N.D. d
43) Carbazole 0.000 (%] N.D. d
44) Dibutyl Phthalate 0.000 0 N.D. d
45) n-Eicosane 10.751 57 3656 0.07 ug/mL# 89

RP1616 Jc -M Mon Dec @1 11:52:15 2014 DAN




Quantitation Report (QT Reviewed)

pata Path : D:\JJ\rP1616\11142014_Run\
Data File : 11142014 019.D
Acq On : 14 Nov 2014 ©06:41 pm

Operator :
Sample : NE36692-A
Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Time: Dec 01 11:45:02 2014

Quant Method : D:\MassHunter'\GCMS\l\methods\RPlsl-c.M
Quant Title : RP1616-MCHM Compounds-C

QLast Update : Fri Nov 21 16:16:46 2014

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)
46) Fluoranthene 0.000 0 N.D. d
47) Pyrene 0.000 0 N.D. d
48) n-Docosane 0.000 0 N.D. d
50) Benzyl Butyl Phthalate 0.000 (] N.D. d
51) n-Tetracosane 0.000 0 N.D. d
52) n-Hexacosane 0.000 0 N.D. d
53) n-Octacosane 0.000 0 N.D. d
54) Benz[a]anthracene 0.000 0 N.D. d
55) Chrysene 0.000 0 N.D. d
56) Bis(2-ethylhexyl) Phth... ©0.000 (%) N.D. d
57) Di-n-octyl Phthalate 0.000 0 N.D.
59) Benzo[b]fluoranthene 0.000 0 N.D.
60) Benzo(k)fluoranthene 0.000 0 N.D.
61) Benz[a]pyrene 0.000 0 N.D. d
62) Indo[1,2,3-cd]pyrene 0.000 0 N.D.
63) Dibenz[a,h]anthracene 0.000 0 N.D.
64) Benzo[g,h,i]perylene 0.000 0 N.D.

(#) = qualifier out of range (m) = manual integration (+) = signals summed

rRp1616 -1 Mon Dec 01 11:52:15 2014 DAN



Quantitation Report

Data Path : D: \RP1616\11142014 Run\
Data File : 11142014 019.D

Acq On ¢ 14 Nov 2014 06:41 pm

Operator :

Sample : NE36692-A

Misc . Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Time: Dec 01 11:45:02 2014

Quant Method : D:\MassHunter\GCMS\l\methods\RPlGl-c.M

Quant Title : RP1616-MCHM Compounds-C
QLast Update : Fri Nov 21 16:16:46 2014
Response via : Initial Calibration

Abundance
5000000

4800000
4600000
4400000

4200000

ve-d 10,1
d10,

4000000 £
3800000 ¥ :
3600000

3400000

Naphthalene-ds, |

3200000
3000000
2800000
2600000
2400000
2200000 >
2000000

1800000

ethyicy

1600000

1,4-Dichlorobenzene-d4,|

1400000

1200000

1000000

800000 V

wene

600000

400000

2-Methyinapthalene
n-Hexadecane

200000

n-Eicosane

(QT Reviewed)

TIC: 11142014_019.D\data.ms

Chrysene-d12,)

Perylene-d12,}

Ot o e P e p AT

Time-->

RP1616 M Mon Dec 01 11:52:15 2014 DAN

T

L

T

4.00 500 6.00 7% am gw mm11m32®13w14m15m16m17m

LA B

L

LI LA L N L B SN L L B L L

18.00 19.00 20.00 21.00 22.00
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Abundance  gcan 517 (6.728 min): 11182014_009.D\data.m #12

miz-->
Abundance

Raw

m/z-->
Abundance

Sub

m/z—>

58.1

40 60 80 100 120 140

Scan 498 (6.616 min): 11142014_019.D\data.m
58.1

| 814

4-Methylcyclohexanecarboxylic acid
Concen:  68.34 ug/mL

RT: 6.616 min Scan# 498

Delta R.T. -0.112 min

Lab File: 11142014_019.D

Acq: 14 Nov 2014 06:41 pm

Tgt Ion: 55 Resp: 895643
Ion Ratio Lower Upper
55 100

142 21,7 19.1 28.7
81 48.6 42.3 63.5

Abundance |on 55.10 (54.80 to !

3911
T2 1241422 150000/10 142.28.6161.90 t
oL Ll lon 81.10 (B0.80 to ¢
40 60 80 100 120 140
Scan 498 (6.616 min): 11142014_019.D\data.m 100000
55.
50 81(1 50000
ik H 972 g4 1422
N T O 0 O R 0 -
S e
40 60 80 100 120 140 o 6.50
11142014_019.0 RP1616 k- ¢ Mon Dec @1 11:52:49 2014 DAN
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Abundance  gcan 593 (7.175 min): 11182014_014.D\data.m #20

Ref

m/z-->
Abundance

Raw

m/z-->
Abundance

Sub

m/z-->

14p.2 2-Methylnapthalene
Concen: 0.94 ug/mL
RT: 7.175 min Scan# 593
Delta R.T. -6.000 min
Lab File: 11142014_019.D
Acq: 14 Nov 2014 06:41 pm
40 60 80 100 120 140 Tgt Ion:142 Resp: 3716
Scan 593 (7.175 min): 11142014_019.D\datam 107 Ratio Lower Upper
142.2 142 100
i 115 36.0 33.0 49.4
50 49.0
| 840 1154 Abundance  |on 142.20 (141.90 t
671 lon 173.78 (114.80 t«
0% L"“‘l 2000
40 60 80 100 120 140
Scan 593 (7.175 min): 11142014_019.D\data.m 1500
1411
1000
50
1156.1 500 /
359 6%1 899 3
cl‘r‘lil¥|lvllllllllllll:l'lvllll!lll;-;|||l‘ G_I_P_I—I_T_F—F'T—r
40 60 80 100 120 140 Time—> 7.20
11142014_019.0 RP1616_jJk -M Mon Dec @1 11:52:56 2014 DAN
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Abundance  gcan 682 (7.698 min): 11182014_013.D\data.m #23
7.2 n-Tetradecane
Concen: 0.05 ug/mL
RT: 7.698 min Scan# 682
Ref 50 85.2 Delta R.T. ©.000 min
Lab File: 11142814 019.D

11122 140.2 169.3 1933 Acq: 14 Nov 2014 06:41 pm |

0IIlllllllllllllllllllllll]ll Illl lI"'l"II(l
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion: 57 Resp: 2566
Abundance  sean 682 (7.698 min): 11142014_019.D\datam 10" Ratio Lower Upper
57.2 172.2 57 100
85 50.0 31.6 47.4%
198 0.0 3.1 4.7#
Raw
Abundance |on 57.20 (56.90 to !
lon 85 ABEB4.90 to !
200015 19830 (198.00 tc
miz—> 40 60 80 100 120 140 160 180 200 1500
Abundance  gean 682 (7 698 min): 11142014_019.D\data.m
172.2 i
1000
Sub ‘ | 85.1 l
50{ | :
oo ‘ 500
] 3 ] i i o
—I_T_T_‘ﬂ—TTTTTﬂ—[—r_\'
miz—> 40 60 80 100 120 140 160 180 200 ;. . 765 770 7.75

11142014 _019.0 RP1616 [k .M Mon Dec @1 11:53:24 2014 DAN Page 1



Abundance  gcan 852 (8.698 min): 11182014_013.D\data.m

Ref

m/z-->
Abundance

Raw

m/z-->

Abundance

m/z-->

11142014_019.0 RP1616_jJk -M

57.2

1132 15521833 2264

40 60 80 100 120 140 160 180 200 220

Scan 852 (8.698 min): 11142014_019.D\data.m
57.1

176.2

85.2

135.1

40 60 80 100 120 140 160 180 200 220

Scan 852 (8.698 min): 11142014_019.D\data.m
1 176.2

,1 i L, e

#31
n-Hexadecane
Concen: ©.08 ug/mL

RT:

8.698 min Scan# 852

Delta R.T. 0.000 min

Lab

Acq:

Tgt
Ion
57
85
226

File: 11142014_019.D
14 Nov 2014 06:41 pm

Ion: 57 Resp: 4514
Ratio Lower Upper
100

lon & 84.90to ¢
lon 226140 (226.10 t

40 60 80 100 120 140 160 180 200 220 Time—> 870 875

Mon Dec 01 11:53:35 2014 DAN
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S’ T

Abundance  gcan 1013 (9.645 min): 11182014_013.D\data.r #40

51.2 n-Octadecane

Concen: 0.12 ug/mL

RT: 9.645 min Scan# 1013

Ref 50 Delta R.T. ©0.000 min
J Lab File: 11142014 019.D
99.2 Acq: 14 Nov 2014 06:41 pm
ol |y 1412 1833 22422544 P
T T I T T T AJ l T T L l LU T T_I' T T T I T
miz—> 50 100 150 200 250 Tgt Ion: 57 Resp: 6820
Abundance  Scan 1013 (9.645 min): 11142014_019.D\datar 0N Ratlo  Lower Upper
57.1 57 100
85 38.5 34.5 51.7
254 0.0 1.4  2.2#
Raw . §

Abundance |on 57.20 (56.90 to ¢
lon 85.20 (84.90fto ¢
lon 254.40 (254.10 tc

8000 9.645
mize-> 50 100 150 200 250
Abundance  gcan 1013 (9.645 min): 11142014_019.D\data.r 6000
541
’ 4000
Sub sol || :
| 2000~ _~_/
a7
bl 82 1% g5 "
ol ; D
miz—> 50 100 150 200 250 1ime> 960 9.65

11142014_019.0 Rr1616_jJi -M Mon Dec @1 11:53:56 2014 DAN Page 1




..

Abundance  gean 1024 (9.710 min): 11182014_014.D\data.r #41

178.2 Phenanthrene
Concen: 0.03 ug/mL
RT: 9.698 min Scan# 1022
Ref 50 Delta R.T. -0.012 min
Lab File: 11142014_019.D
76.1 Acq: 14 Nov 2014 06:41 pm
o391 7 1261 q P
e e e R
miz—> 50 100 150 200 250 Tgt Ion:178 Resp: 3031
Abundance  scan 1022 (9.698 min): 11142014_019 Ddatas 107 Ratio  Lower Upper
188.3 178 100
152 10.2 8.5 12.7
Raw
Abundance  |on 178,20 (177.90 t¢
2500 lon 152.20§981.90 t«
miz-> 50 100 150 200 250 2000
Abundance  gcan 1022 (9.698 min): 11142014_019 D\data.t
188.3 1500
i
; 1000
500
ol 219.2249.¢ ol \
iz 50 100 150 200 250 p, . 985 970

11142014_019.0 RP1616 [k .» Mon Dec @1 11:54:04 2014 DAN Page 1



Abundance gean

Ref

m/z-->
Abundance

m/z-->
Abundance

Sub

m/z-->

1201 (10.751 min): 11182014_013.D\data #45
2

57. n-Eicosane
Concen:
%0 Delta R.T.
Lab File:
99.2
ord A A {4 1412 1963 2394 282«

50

11142014 _019.0 RP1616 [k -M

™% L B S B B B

T
50 100 150 200 250

372 1772 2193 2613
50 100 150 200 250

Scan 1201 (10.751 min): 11142014_019.D\data
43.1|

277.3

50 100 150 200 250

Scan 1201 (10.751 min): 11142014_019.D\data
57.2

0.07 ug/mL
RT: 10.751 min Scan# 1201

0.000 min

11142014_019.D
Acq: 14 Nov 2014 06:41 pm

Tgt Ion: 57 Resp:

57 100
85 54.8
282 0.0

6000

4000

2000

3656

Ion Ratio Lower Upper

Time-—->

Mon Dec 01 11:54:12 2014

10.70

10.79

DAN
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Data Path : D:
Data File : 11142014_019.D

LSC Area Percent Report

\RP1616\11142014_Run\

Acq On : 14 Nov 2014 06:41 pm

Operator

Sample ¢ NE36692-A

Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Integration Parameters: RP1616.P

Integrator: RTE
Smoothing : ON
Sampling : 2
Start Thrs: 9.01
Stop Thrs : 0.02

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: ©

Filtering:
Min Area:
Max Peaks:
Peak Location:

5

100 Area counts

30
TOP

Method  : D:\MassHunter\GCMS\1\methods\RP161jo.M
Title : RP1616-MCHM Compounds
Signal : TIC: 11142014_019.D\data.ms
peak R.T. first max last PK peak corr. corr.
# min scan scan scan TY height area % max.
1 5.075 225 236 289 rBV 1194925 3121308 50.25%
2 6.457 447 471 483 rBV 3042529 6211783 100.00%
3 6.616 483 498 527 rW 1216737 5011522 80.68%
4 7.575 651 661 677 rBV 1657862 1601009 25.77%
5 8.210 761 769 797 rW 4206278 4542431 73.13%
6 8.586 831 833 849 rWw3 55433 213131 3.43%
7 9.533 987 994 1003 rW 89421 289744 4.66%
8 9.680 1007 1019 1025 rVWW 3547657 4449102 71.62%
9 9.728 1025 1027 10835 rW 600674 734180 11.82%
10 9.851 1035 1048 1055 rVWw2 841039 1523969 24.53%
11 9.922 1055 1060 1075 rW 550176 981174 15.80%
12 10.063 1081 1084 1091 rW8 79669 260052 4.19%
13 10.133 1091 1096 1101 rW6 87432 261516 4.21%
14 10.216 1107 1110 1121 rW6 66983 319709 5.15%
15 10.416 1129 1144 1151 rW6 72070 532249 8.57%
16 10.539 1151 1165 1181 rW6 80736 770906 12.41%
17 10.657 1181 1185 1197 rW6 76842 4074990 6.56%
18 10.751 1197 1201 1217 rW9 83133 496549 7.99%
19 10.998 1233 1243 1259 rW9 71828 600163 9.66%
20 11.145 1259 1268 1273 rW9 70213 330060 5.31%
21 11.192 1273 1276 1301 rW9 71320 634044 10.21%
22 11.369 1301 1306 1319 rWwW9 65538 375035 6.04%
23 11.486 1319 1326 1339 rW9 58318 392064 6.31%
24 11.639 1339 1352 1363 rW9 57728 454476  7.32%
25 11.727 1363 1367 1383 rW9 54131 352141 5.67%
26 11.916 1393 1399 1417 rW9 48131 354444 5.71%
27 12.11@0 1425 1432 1459 rW9 39986 420098 6.76%
28 12.586 1509 1513 1533 rW9 29226 212082  3.41%
29 13.963 1737 1747 1783 rW 1231835 2663424 42.88%
30 16.804 2215 2230 2269 rW 794853 1808390 29.11%
sum of corrected areas: 49324245

RP1616 o -1 Tue Nov 18 14:25:48 2014 DAN

% of

total

7.741%
15.405%
12.428%
3.970%
11.265%

9.529%
8.719%
11.033%
1.821%
3.779%

2.433%
0.645%
0.649%
0.793%
1.320%

1.912%
1.011%
1.231%
1.488%
0.819%

1.572%
0.930%
0.972%
1.127%
0.873%

0.879%
1.042%
0.526%
6.605%
4,485%



Data Path : D:

Data File :
Acq On
Operator
Sample
Misc

ALS Vial

. 18

: NE36692-A
: Tag # NE36692-A, Lab Rep #1, 1X
Sample Multiplier: 1

LSC Report - Integrated Chromatogram

\RP1616\11142014_Run\
11142014_019.D
: 14 Nov 2014 ©06:41 pm

Quant Method : D:\MassHunter\GCMS\1\methods\RP161dJJjb.m
: RP1616-MCHM Compounds

Quant Title

TIC Library

Abundance
4000000

3000000

2000000

1000000

: C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

TIC: 11142014_019.D\data.ms

8.210

6.457

7.575

5.075 6.616

|

/]

~
.ﬁg

9.680

9.851
91728 922

g.rg,j 0.0t

Time-->
Abundance

4000000

3000000

2000000

1000000

T T

4.00

™TT"T

4.50

8.00

e
5.00 6.00 650 7.00 7.50
TIC: 11142014_019.D\data.ms

13.963

L0 1ITENBGTS10. 998 MOOROSHIR 918,110 12,586

®
o
o

LB e |

LN B

9.50 10.00

Time-->
Abundance

4000000

3000000

2000000

1000000

Time-->

¥ T ] T T T l T T
10.50 11.00

16.804

R S B S A L B s s e e s e e e e e
11.50 12.00 12.50 13.00 13.50 14.00 14.50

TIC: 11142014_019.D\data.ms

— T
15.00 15.50

16.00

e e N e e
17.00 17.50

L A SO SN NS NS B
18.00 18.50 19.00 19.50 20.00 20.50

RP1616 o Tue Nov 18 14:25:48 2014 DAN

T
21.00

21.50

22.00
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Library Search Compound Report

pata path : D:\Jj\rRP1616\11142014 Run\
Data File : 11142014 019.D

Acq On : 14 Nov 2014 06:41 pm

Operator :

Sample : NE36692-A

Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161dJjb .M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

3 3 3k kB B ke k sk ok ok ke ke ok ke ok ok 3k k ok ok ok ok K 3k ok kK K K K K ok ok ok ik ok ok ok ok ok 3k ok ok kol ok ok ok ok ok ok kK ok e ok ok ok ok ok ok ok

Peak Number 1 Cyclohexanecarboxylic acid,... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

.616 16.14 ug/mL 5011520 Naphthalene-d8 6.457
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
Cyclohexanecarboxylic acid, 4-me... 142 C8H1402 004331-54-8 01
Cycloheptanecarboxylic acid 142 C8H1402 001460-16-8 60
3 3-Methylcyclohexane-1-carboxylic... 142 C8H1402 1000132-15-7 43
4 Cyclohexanecarboxylic acid, 2-me... 142 C8H1402 056586-13-1 38
5 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 20

Abundance Scan 498 (6.616 min): 11142014_019.D\data.ms (-483) m/z 55.10 100.00%

{ 511 4
( j 81.1

5000 , / |
3941 ‘ 1 97.2 1942 142.2 R
Lk } 6.20 6.40 6.60 6.80 7.00
AR AU ‘ m/z 70.20 56.48%
b s 20 40 60 80 100 120 140
Abundance #19794: Cyclohexanecarboxylic acid, 4-methyl-
55.0
.
[ 3 v
2080 .| 820 1420 6.206.40 6.60 6.80 7.00
‘ ji ‘1 gis TP \ m/z 81.10 51.70%
| ‘H O I I
‘T'l(1l||]llvlv(‘llvv'lll‘v[r‘VJl‘]Tl%vIT_‘T‘Tﬁ"‘IT‘LI_r““ /
el s 20 60 80 100 120 140
Abundance #19682: Cycloheptanecarboxylic acid
550 I‘l" YR IE 9 TFey oy s
6.20 6.40 6.60 6.80 7.00
5000 820 99.0 m/z 41.10 36.51%
3900 124.0 142.0 4
15.0 A ‘
NS FLELELELSS UL SIS SUBLBLLN BRI BB B
- 20 40 60 80 100 120 140
Abundance #19796: 3-Methylcyclohexane-1-carboxylic acid 6.20 6.40 6.60 6.80 7.00
oo .20 6.40 6.60 6.80 7.
m/z 73.10  28.05%
5000 .
: {l 97.0 142.0 |
‘ ‘ 124.0
Wﬁwﬁmﬂrﬁh I|11|]vvrxl lltlrvrvlv
—— 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

pata Path : D:\|JJj\rrP1616\11242014_Run\
Data File : 11142014_019.D

Acq On : 14 Nov 2014 06:41 pm

Operator

Sample : NE36692-A

Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161dJJjb.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST1l.L
TIC Integration Parameters: RP1616.P

% sk 3 3k 3 3 ok ok ok 3k ok ok sk ok ok sk ok ok ok ok ks 3k ok ok ok ok e 3k ok ok Sk ok ok sk 3k ok ki ok ok 3k ok ok ok ok ok e ol ok ok ok ok ok ok ok ok ok ok ke ok ok ke ok ok ok ok kok
Peak Number 2 3-Methylthio-1-phenyl-4,5-d... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
9.533 1.30 ug/mL 289744  Phenanthrene-d10 9.680
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Methylthio-1-phenyl-4,5-dihydr... 192 C10H12N2S 1000305-46-9 64
2 7H-1,3-Thiazino[3,2-f]purine, 8,... 192 C8H8N4S 339370-55-7 59
3 4H-1-Benzopyran-4-one, S5,7-dihyd... 192 C10H804 001013-69-0 53
4 D-Norleucine, N-(2-chloroethoxy)... 377 C19H36C1NO4 1000344-17-8 53
5 p-(2-Amino-4-thiazolyl)phenol 192 C9H8N20S 057634-55-6 53

Abundance  gcan 994 (9.533 min): 11142014_019.D\datams (-987)  M/z 192.20 100.00%

5000

9.50
m/z 146.20 15.98%

40 60 80 100 120 140 160 180 200 220

m/z-->
Abundance  #54113: 3-Methylthio-1-phenyl-4,5-dihydro-1H-pyrazole
192.0
T T Al
5000 9.50 '
m/z 193.15 15.60%
mize> 40 60 80 100 120 140 160 180 200 220
Abundance #55008: 7H-1,3-Thiazino[3,2-flpurine, 8,9-dihydro-
192.0
f 9.50
5000 i m/z 160.20 13.33%
41.0 s
i |
1 820 1100 4370 1630, |
/2> 40 60 80 100 120 140 160 180 200 220
Abundance  #54173: 4H-1-Benzopyran-4-one, 5,7-dihydroxy-2-methy Y
192.0 :
? m/z 191.20 12.13%
5000 l
69.0 |
39.9 “ g0 1240 1640 |
miz—> 40 60 80 100 120 140 160 180 200 220 9.50

RP1616 b -# Tue Nov 18 14:25:50 2014 DAN Page:




Data Path :
Data File :
: 14 Nov 2014 06:41 pm

Acq On
Operator
Sample
Misc

ALS Vvial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

11142014 019.D

: NE36692-A
. Tag # NE36692-A,
: 18 Sample Multiplier: 1

Library Search Compound Report

o: I \RP1616\11142014_Run\

Lab Rep #1, 1X

: C:\Database\NIST11.L
RP1616.P

: D:\MassHunter\GCMS\1\methods\RP161(JJJj o.M
: RP1616-MCHM Compounds

a0 3 3 ok 3 3k K ok ok e e K ok ke s ke ok ok ok ke ok ok ok sk ok ok ok ok ok ok ok s ok ok ok sk ok ok ol ok ok i e ko b s ok ke skl ook ok ok ok sk ok ok ook ok sk ok ok

Peak Number 3 1H-Pyrazole, 1,3,5-trimethyl-

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
9.851  6.85 ug/ml 1523970 Phenanthrene-d1e 9.680
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-pyrazole, 1,3,5-trimethyl- 110 ceHioN2 001072-91-9 64

nmihwmNneE
T OwWwwnERE

,7-Octadien-3-01, 2,4,4,7-tetra...
-Cyclopenten-1-one, 2,2,5,5-tet...
yclohexanemethanol, 4-methyl-,
rans-(2-Ethylcyclopentyl)methanol 128 C8H160

138 C9H140
. 128 C8H160

Abundance  gcan 1048 (9.851 min): 11142014_019.D\data.ms (-103

5000

m/z-->
Abundance

5000

m/z-->
Abundance

m/z—->
Abundance

5000

miz—->

58.1 982

20 40 60 80 100

125.2
53.1 194.1

120 140 160 180 200

#5740: 1H-Pyrazole, 1,3,5-trimethyl-

11

39.0
15 68.0

20 40 60 80 100

D.0

T'YTTTYTTTTT"’I"T‘TF""‘W
120 140 160 180 200

#47220: 5,7-Octadien-3-ol, 2.4,4,7-tetramethyl-, (E)-

95.0

A ) A
||||r||| ||||||||||| s

20 40 60 80 100

I

701390 182.0
120 140 160 180 200

#17626: 3-Cyclopenten-1-one, 2,2,5,5-tetramethyl-

98.0

410 67‘0
f[ i

! 138.0

182 C12H220

077142-78-0 53
981396-36-3 50
003937-48-2 43
036258-08-9 42

m/z 95.15 100.00%

=

LB |

950 10,00
m/z 110.20  95.45%

%-

L [ B T

950 1000
m/z 55.10 92.13%

%

950  10.00
m/z 97.20  65.30%

=

L

—
9.50 10.00
m/z 81.10 58.71%

4 ilg “:
T TR Samsamna:

20 40 60 80 100

Ill‘lIll l‘llll'll]llll}

120 140 160 180 200
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Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014_019.D

Acq On ¢ 14 Nov 2014 ©6:41 pm

Operator

Sample ¢ NE36692-A

Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161{JJJjo .M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

% 2k 3k 3 o 3k ok ok ok kK K 3k ok 3k ok ok sk ok ok 3 3 ok dk 3k 3k sk ko ok 3k sk sk ok ok Ok sk ok ok ok ok sk ok ok Ok ok ok ke ok ok ok ok ok e ok ok ok dk ok kK dk sk ok ok ok ok ok %k

Peak Number 4 2-Cyclopenten-1-one, 3,4-di... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

0.922  4.41ug/nL 981174 Phenanthrene-die 9.680

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Cyclopenten-1-one, 3,4-dimethyl- 110 C7H100 030434-64-1 43
2 1,3-Dimethyl-5-heptafluorobutyry... 324 C12H15F702 1000216-63-8 38
3 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 38
4 Imidazole-5-carboxylic amide, N-... 125 C5H7N30 053525-55-6 30
5 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H14 1000150-99-3 27

Abundance  gcan 1060 (9.922 min): 11142014_019.D\data.ms (-105 ~ Mm/z 95.20 100.00%

551  94.2
5000
SIS, |V S—
1552 2052 2432 1069
miz-> 20 40 60 80 100120140 160 180 200 220 240 ™/ 35.10  90.79%
Abundance #5863: 2-Cyclopenten-1-one, 3,4-dimethyl-
9.0
67.0
5000 390 1000
; 'm/z 110.20 86.74%
R ,.." ..................................
> 20 40 60 80 1oo 120 140 160 180 200 220 240

Abundance  #163667: 1,3-Dimethyl-5-heptafluorobutyryloxycyclohexe
9?.0

%’

10.00
m/z 97.15 60.70%

1310 1690

20 40 60 80 100 120 140 160 180 200 220 240

-

m/z--> . .
Abundance #5817: Furan, 2-ethyl-5-methyl- 10,00
95.0
m/z 81.10 58.72%
5000, 43.0
1
eé.o
bR A e e g e
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 10.00

RP1616 o -1 Tue Nov 18 14:25:51 2014 DAN
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Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014_019.D

Acq On : 14 Nov 2014 06:41 pm

Operator
Sample : NE36692-A

Misc : Tag # NE36692-A, Lab Rep #1, 1X
ALS vial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter'\GCMS\l\methods\RPlsl-b.M

Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

s ok o ok 3 ok ok s o o ok ok ok sk ok ok ke 3k S ofe ofe fe e ke sk ok ok sk ok ke sk 3k 3k sk sk sk 3 3k ok ke e e ok ok ke sk e sk skl ok ok ok ok ok ok ok ok o ak k Ok ok ok ok ok Xk
Peak Number 5 Hexadecane, 2,6,10,14-tetra... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.133 1.18 ug/mL 261516 Phenanthrene-d10 9.680
Hit# of S Tentative ID MW MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 49
2 4-Decanone 156 C10H280 000624-16-8 46
3 4-Decanone 156 Cl1eH2e0 000624-16-8 46
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 43
S Hentriacontane 437 C31He4 000630-04-6 43

Abundance  gcan 1096 (10.133 min): 11142014_019.D\data.ms (-10
57.1

m/z 57.10 1@0.09%

5000
T T I T T T T T
1623 1972 2434 10.00 10.50
m/z 43.15 99.21%
> 50 100 150 200 250
Abundance #129512: Hexadecane, 2,6,10, 14-tetramethyl-
N
10.00 10.50
‘m/z 71.10 82.06%
miz-->
Abundance #28211: 4-Decanone
43.0 N —
; 10.00 10.50
5000 } m/z 113.20  69.81%
5 ;| L 1130
O T
130 |l 4 g0, | 160
T 80 100 150 200 250
Abundance #28213: 4-Decanone " 1000 1050
43.0 ) ’
3‘ m/z 55.10 62.10%
5000 |
L 11f.o
o {
o !
LLiBtp, | 180
iz > 50 100 150 200 250 1000 1050

rRr1616 o.M Tue Nov 18 14:25:52 2014 DAN
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Library Search Compound Report

pata path : D: {JJ\RP1616\11142014_Run\
Data File : 11142014_019.D
Acqg On : 14 Nov 2014 ©06:41 pm

Operator
Sample : NE36692-A
Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161JJfjo.1
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

3 ok 3k ok ok ok sk 3 ok sk ok ok sk ok ok ok ok sk ok ok ok ol o o o ok ol sl ok o ke ok o 3k ok 3 3k ok o 3k ok 3k 3k ok o ok 3K ok 3k ok ok ok ok ok sk ok o ok ok ok ke sk ok ok Kok
Peak Number 6 2,2,9-Trimethyldec-5-ene-3,... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.216 1.44 ug/mL 31979 Phenanthrene-d1@ 9.680
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,2,9-Trimethyldec-5-ene-3,8-dione 210 C13H2202 083040-81-7 27
2 Acetic acid, 4-acetyl-2-isopropy... 242 C13H2204 1000192-07-0 23
3 2-Buten-1-0l1, 3-methyl- 86 C5H1€0 000556-82-1 14
4 9-Octadecene, 1,1-dimethoxy-, (Z)- 312 C20H4002 015677-71-1 12
5 Oxalic acid, 6-ethyloct-3-yl eth... 258 C14H2604 1000309-33-9 12

Abundance  gcan 1110 (10.216 min): 11142014_019.D\data.ms (-11 - M/z 71.10 100.00%
711

e

——— T
10.00 10.50

20 40 60 80 100 120 140 160 180 200 220 240 m/z 57.18  78.46%

m/z-->
Abundance #69330: 2,2,9-Trimethyldec-5-ene-3,8-dione MMWM
57.0

5000

139.3
164.2

2103 2432

—TT

—————
5000 10.00 10.50
20.0 85.0 125.0 1530 210.0 m/z 55.10 64.80%
[
> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #95507: Acetic acid, 4-acetyl-2-isopropyl-5,5-dimethyitet
430 710 S =
130.0 1000 1050
5000 67.0 m/z 83.10 50.86%
L,ﬂ ? | 1670 19902240
e S SNSPIRN NI N o <. 1 I
miz—> 20 40 eo 80 100 120 140 160 180 200 220 240
Abundance #1788: 2-Buten-1-ol, 3-methyl- 1000 1050
71.0 ‘

‘m/z 41.15 45.61%

T T

Y —
Mize-> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

RP1616 o.M Tue Nov 18 14:25:52 2014 DAN
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Library Search Compound Report

pata Path : D:\{Jl\RP1616\11142014_Run\
Data File : 11142014_619.D
Acq On : 14 Nov 2014 06:41 pm

Operator
Sample : NE36692-A
Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161dJljb .M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: RP1616.P

e s e o e e ok sk ke ke ok ok ok ok ok ke sk e ok ok e ke ol e i ok sl kR ke ke ok ok ke ke ok ke ke sk sk ke ook ke ke ke ok kol e sk kol ok ok kR Sk sk sk koK ok Ok ok kokok

Peak Number 7 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.416 2.39 ug/mL 532249 Phenanthrene-d1@ 9.680
Hit# of S Tentative ID MW MolForm CAS# Qual
1 Bicyclo[2.2.1]heptan-2-one, 7,7-... 138 C9H140 000514-15-8 27
2 Bicyclo[3.1.1]heptan-2-one, 3,6,... 152 C10H160 016022-08-5 18
3 3-Octene, 2,2-dimethyl- 140 C10H20 086869-76-3 16
4 3-Decene, 2,2-dimethyl-, (E)- 168 C12H24 055499-02-0 16
S 2-sec-Butyl-3-methyl-1-pentene 140 C10H20 075144-24-0 16

Abundance  scan 1144 (10.416 min): 11142014_019.D\datams (-11. m/z 83.20 100.00%
83.2

T

10.50
m/z 69.15 74.26%

mfze> 50 100 150 200 250
Abundance  #17623: Bicyclo[2.2.1]heptan-2-one, 7,7-dimethyl-
69.0
5000 410 138.0 10.50
JL“O‘O m/z 95.10 56.48%
'1 Al ' T l. T T l T T T T | T T T T T T
miz—> 50 100 150 200 250

Abundance  #25251: Bicyclo[3.1.1]heptan-2-one, 3.6,6-trimethyl-
83.0

L B |

.
10.50
5000 ‘m/z 41.10 44.81%

Mize-> 50 100 150 200 250 l A " .

Abundance #; 7993: 3-Octene, 2,2-dimethyl- ‘ 1050
69.0 v :
‘ m/z 138.30  33.33%

;:
97.0
l T 1400
.“.l [ i ] . 1T

T |l1|||lr]|vll||r|||l| T

150 200 250 10.50

E

m/z-->

rRr1616 o.M Tue Nov 18 14:25:53 2014 DAN
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Library Search Compound Report

pata path : D:\J\rP1616\11142014_Run\
Data File : 11142014_019.D

Acq On : 14 Nov 2014 ©6:41 pm

Operator

Sample . NE36692-A

Misc . Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter\GcMS\1\methods\RP161JJJjjo-#
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

2k 3k ok ok ok ok 2k 3 3k 3 3k ok ok ok o sk e 3k ok o ke ok ok ke ok ok o ek 3k ke 2k ok k ok ok ok k ok ok o 3k ok k ok ok 3k ok ke ok ok ok ok e ke ke dkook ok o ke ok ok ok ok ok ok Xk

Peak Number 8 1-Decanol, 2-hexyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.539 3.47 ug/mL 770906  Phenanthrene-di@ 9.680
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 43
2 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 38
3 1-Octadecene 252 C18H36 000112-88-9 30
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 30
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 30

Abundance  scan 1165 (10.539 min): 11142014_019.D\data.ms (-11  M/z 55.10 100.00%
54.1 -

1782202 345 Tow

'm/z 41.10 86.27%

o,

ias 50 100 150 200 250
Abundance #95993: 1-Decanol, 2-hexyl-

S
5000 10.50

m/z 57.15 65.70%

12501540  196.0224.0
2> 50 100 150 200 250 WWWM“ANW

Abundance #17847[52: Oxalic acid, isobutyl tetradecy! ester
57.0
———

10.50
5000 m/z 71.15 61.27%
29.0| |
! |85.0
L4 ﬁ § i 1250 16801960 2410
W W LS L S R
2o 50 100 150 200 250
Abundance #104182: 1-Octadecene " 1080
43.0, ’
i 830 m/z 43.10 60.96%
:
5000 J pJ“wymﬂﬂﬂwv”MAh’hny
5 111.0
15.01 139.0 168.0196.0224.0252.0
28 T
. 50 100 150 200 250 10.50 '

RP1616 o.M Tue Nov 18 14:25:54 2014 DAN
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Library Search Compound Report

pata path : D:\JJ\rRP1616\11142014_Run\
Data File : 11142014_019.D
Acq On : 14 Nov 2014 06:41 pm

Operator
Sample : NE36692-A
Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\l\methods\RP161-b.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

e 2R o o sk o e e o e ke ok e ok ok e sk ol ok ke sk ok ok st ok ok ok ko i KOk KR R OR K ook koK ke e ok ok ok kol ok ok ok ok ke ok ok ok ok ok ke ok ok ok ok ko

Peak Number 9 Decane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.657 1.83 ug/mL 407490 Phenanthrene-dlie 9.680
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane 142 C1eH22 000124-18-5 10
2 Eicosane 282 C20H42 000112-95-8 10
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 10
4 Sulfurous acid, butyl decyl ester 278 C14H3@03S 1000309-17-7 10
5 9-methylheptadecane 254 C18H38 026741-18-4 10

Abundance  gcan 1185 (10.657 min): 11142014_019.D\atams (-11. m/z 57.10 100.00%
57.1

hoihon e

2
137.2
189.2 247.3 T '10150

| i
N DY SN m/z 41.10 54.84%

T T I SRR,
miz—> 50 100 150 200 250 300 350
Abundance #19156: Decane AHM&MWJMVW“A1A“¢HNM

57.0

5000

T TT

—r
11.00

e
5000 10.50 11.00
m/z 71.10 47.31%

led j oo 1420
B R
miz—> 50 100 150 200 250 300 350 ANMﬂMNMVNLMJLMAanwﬂ

Abundance #120492: Eicosane
57.0 S
s 10.50 11.00
so00| | || m/z 85.10 47.15%
RN
i %o ss0s0 20 WMWW
/2 50 100 150 200 250 300 350
Abundance _ , #185535: Heptadecane, 9-ocyl- " 1050  11.00
r' m/z 69.10 45.74%
5000 Y WMWMM\MM
i
! | 89.0
Vlii1 . 14101830 239058153230
R —
I 50 100 150 200 250 300 350 10.50 11.00

RP1616 fo-m Tue Nov 18 14:25:54 2014 DAN
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Library Search Compound Report

pata Path : D: {J\rRP1616\11142014_Run\
Data File : 11142014_019.D
Acq On  : 14 Nov 2014 ©6:41 pm

Operator
Sample : NE36692-A
Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161JJfjb.#
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

3 3k 3k 3k ok ok ok ok ok ok 3k ok ok ok o ke ke ok ok 3 3k b ok ok ok koo ke ok ke ke ke e ok ok ke ok i ok Sk ke ke ok ok ok ok ek ok ok ok ok sk Bk Ok ok ok ok

Peak Number 10 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.751 2.23 ug/mL 496549  Phenanthrene-d10 9.680
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 43
2 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 38
3 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 38
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 38
5 Decane, 2,4-dimethyl- 170 C12H26 ©002801-84-5 38

Abundance  gcan 1201 (10.751 min): 11142014_019.D\data.ms (-11 M/z 57.20 100.00%

T oAy e

5000

111.1140.2

1832 22022613 1050 1100
mz 43.10  84.71%

50 - 100 150 200 250

m/z--> . .
Abundance #94344; Heptadecane WW\'/VW"’WM

57.0
e
5000 10.50 11.00
99.0 m/z 71.20  69.19%
e T e
AL I L R L L AL AL AL AL L
2> 50 100 150 200 250
Abundance #48916: Nonane, 5-(2-methylpropyl)-
57.0
————
. 10.50 11.00
5000 m/z 41.10 46.38%
126.0 WWMW‘WM
27,0
i i ﬁlo,] | 155.0
e
miz—-> 50 100 A 150 200 250
Abundance #101975: Sulfurous acid, nonyl 2-propyl ester 10'50 © 100
m/z 85.15 45,52%
. L I T T T T I T T
iz 50 100 150 200 250 1050  11.00

RP1616 o.M Tue Nov 18 14:25:55 2014 paN
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Library Search Compound Report

pata Path : D: {Jl\RP1616\11142014_Run\
Data File : 11142014_619.D
Acq On : 14 Nov 2014 06:41 pm

Operator
Sample : NE36692-A
Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161-b.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

2k ok ok o ok 3k ok ok ok ok ok 3k ok ok sk o ok ok ok ok ok ok s ok ok 3 ok ok ok ok ok ok ok ok ok ok o B ok Kk ke ok o ok K Ok ke K o i Ok K 3k koK 3K K X ok K ok ok ok K
Peak Number 11 Cyclopentanecarboxylic acid... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.998 2.70 ug/mL 600163 Phenanthrene-di@ 9.680
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentanecarboxylic acid, 4-t... 296 C19H3602 1000280-58-6 27
2 Cyclopentanecarboxylic acid, 3-t... 296 C19H3602 1000286-58-5 27
3 Cyclopentanecarboxylic acid, 2-m... 172 C9H1603 1000331-06-9 27
4 Cyclopentene, 3,5-dimethoxy- 128 C7H1202 089897-05-2 27
5 Cyclopentanecarboxylic acid, 3-p... 324 C21H4002 1000280-59-1 27

Abundance  gcan 1243 (10.998 min): 11142014_019.D\datams (-12 M/z 69.15 100.00%

%42 912 MMWAM

5000

S
11.00
iz 20 40 60 80 100 120 140 160 180 200 220 240 "z 97.15 76.47%

Abundance  #141330: Cyclopentanecarboxylic acid, 4-tridecyl ester WMWW

410 690 97.0

T T T T T

11.00
m/z 71.10 58.82%

iz 20 40 60 80 100 120 140 160 180 200 220 240 MWMA

Abundance  #141329: Cyclopentanecarboxylic acid, 3-tridecyl ester
410 690 970

5000

1100
m/z 55.10  56.42%

miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #40388: Cyclopentanecarboxylic acid, 2-methoxyethyl es ' 11'00

m/z 57.10 54.02%

L

5000

T

. ——
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 11.00

RP1616JJJJo-M Tue Nov 18 14:25:56 2014 DAN
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Library Search Compound Report

pata Path : D:\JJ\rP1616\11142014_Run\
Data File : 11142014_019.D

Acq On : 14 Nov 2014 06:41 pm

Operator

Sample : NE36692-A

Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161qJv-M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

sk 3k e ok ok 3k ok ok ok ok 3k 3k s ok ok k 3k 3 ok sk 3k k3 k ok k3 ok o 3k ok ok ok ok ok sk 3 ok ok ok ok ok ok ok sk ok ok 3 ok ok ok ok ok ok o ok ok e ke k ok ok ok ok ok
Peak Number 12 2(3H)-Benzofuranone, hexahy... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.145 1.48 ug/mL 330060 Phenanthrene-d10 9.680
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2(3H)-Benzofuranone, hexahydro-4... 182 C11H1802 016778-27-1 32
2 1,2,5-Oxadiazole-3-carboxamide, ... 196 C8H12N402 1000351-71-7 22
3 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 14
4 8-Bromo-loctanol, trifluoroacetate 304 C10H16BrF302 1000365-19-4 10
5 2,6a-Methano-6aH-indeno[4,5-bJox... 150 C1@H140 016489-32-0 10

Abundance  gcan 1268 (11.145 min): 11142014_019.D\data.ms (12 M/z 57.10 100.00%
! Mhattiap

LEN S B

—
11.00 11.50

iz 50 100 150 200 250 m/z 69.10 75.63%
Abundance  #47032: 2(3H)-Benzofuranone, hexahydro-4,4,7a-trimett WM{WWMM
139.0 L — . v
11}00 11!50
E-L m/z 43.15 73.40%
q | 1680

e A S U e s
s 50 100 150 200 250 MMMM

Abundance  #58508: 1,2,5-Oxadiazole-3-carboxamide, 4-amino-N-cy
69.0

T

A
11.00 11.50

5000 12?0 m/z 95.18 50.22%
390 | 196.0 WW\MW
. i 166.
S W i I I

g 50 100 150 200 250
Abundance . 0719: 1-Hexene, 3,3-dimethyl- " 1100 1150
' m/z 71.10 41.21%
e bt
e
> 50 100 150 200 250 11.00 11.50

rRP1616 o.M Tue Nov 18 14:25:56 2014 DAN Page: 14
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Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014_019.D

Acq On : 14 Nov 2014 06:41 pm

Operator

Sample . NE36692-A

Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161JJJjo.#
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

ke je o e o e 3 s e ofe e e e o o e sl e i sk sk ke ke e ol ok ok ok ke e ok ok ke ol ok ok ok sk ok Ok ok ok ok ke ok ok Sk sk ok ok ok sk sk ok ok ok R ok ok ok ROk R R OK KOk

Peak Number 13 Propanoic acid, 2-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.192 2,85 ug/mL 634044 Phenanthrene-di10 9.680
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propanoic acid, 2-chloro- 108 C3H5C102 000598-78-7 43
2 Propanoic acid, 2-chloro- 108 C3H5C102 000598-78-7 43
3 Thiosulfuric acid (H25203), S-(2... 210 CS5H1@N203S2  040283-52-1 25
4 7-Amino-7H-S-triazolo[5,1-c]-S-t... 156 C3H4NGS 013728-28-4 17

5 S-2-[3-Succinimidopropylamino]et... 296 C9H16N205S52 931701-75-4 12

Abundance  gcan 1276 (11.192 min): 11142014_019.D\data.ms (-12 m/z 64.00 100.00%

5000
WRNINRINE | —
11.00 11.50
iz 20 40 60 80 100120 140 160 180200 220 240 Wfz 71.45 " 97.80%
Abundance #5221: Propanoic acid, 2-chloro- |
280 64.0 |
e
5000 11.00 11.50
m/z 81.10 86.47%
g P by
S e
- 20 40 60 80 100 120140 160 180 200 220 240
Abundance #5219: Propanoic acid, 2-chloro-
27‘0 T T ‘l T T T T I T
64.0 11.00 11.50
5000 ’ ' m/z 57.15 80.12%
bl 108.0
LAABA MR AR
miz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #59646: Thiosulfuric acid (H2S203), S-(2-(cyclopropylar T dan | 1480
e 11.00 11.50
ol m/z 55.18  71.21%
Lo
5000 | VW\M",&)\M%WM
| 990
- ; 160.0
oo 1310 192.0
T L T
mfp> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

rr1616Jfo-m Tue Nov 18 14:25:57 2014 DAN Page: 15




Data Path : D:
Data File : 11142014_019.D

Acq On : 14 Nov 2014 0©6:41 pm
Operator

Sample ¢ NE36692-A

Library Search Compound Report

\RP1616\11142014_Run\

Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter‘\GCMS\l\methods\RP161-b.M

Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

3k 2k ok ok e ok ok ok ok KOk K ok ok ok ok ok ok ok ok ok ok ok 3k 3k ok 3k ok ok ok ok sk ok ok ok sk ok ok ok ke ok ok 3k ok 3k e ok ok ok ok ok ok e ok ok ok ok ok ok Kk ok ok ok ok ok

Peak Number 14 1-Decanol, 2-hexyl-

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.369 1.69 ug/mL 375035 Phenanthrene-d10@ 9.680
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1-Decanol, 2-hexyl-

2 Sulfurous acid, hexyl pentyl ester
3 3-Cyclohexen-1-0l1, 4-methyl-1-(1...
4 Sulfurous acid, hexyl 2-pentyl e...
5 Sulfurous acid, 2-ethylhexyl iso...

242 C16H340 002425-77-6 47
236 C11H2403S 1000309-14-1 35
154 C10H180 020126-76-5 35
236 C11H2403s 1000309-15-6 14
278 C14H3003S 1000309-19-0 14

Abundance  scan 1306 (11.369 min): 11142014_019.D\datams (13 M/z 71.18 100.00%
7.1

5000
163.2 2093

50 100 150 200

247.3 2893

T T T T

I T
11.00 11.50

250 300 m/z 57.15 77.90%

m/z--> )
Abundance #95993: 1-Decanol, 2-hexyl- W\A“W
s e S
5000 11.00 11.50
'm/z 85.15 69.11%
139.0 41820 224.0
miz-> 50 100 150 200 250 300 W’\‘MWWM
Abundance ~ #90252: Sulfurous acid, hexyl pentyl ester
430 850 I
11.00 11.50
5000 | m/z 43.10 64.58%
j LL i 137.0167.0 WWMM’M“‘
et R, ——————— e
fz> 50 100 150 200 250 300

Abundance  #26917: 3-Cyclohexen-1-0l, 4-methyl-1-(1-methylethyl-. 1100
c 4

71.

111.0
5000

T

11!50’ l
m/z 83.10 63.51%

390,

m/z-->

50 100 150 200

— e
250 300 11.00 11.50

RP1616 o- 1 Tue Nov 18 14:25:58 2014 DAN
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Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014 _019.D

Acq On ¢ 14 Nov 2014 06:41 pm

Operator
Sample : NE36692-A

Misc : Tag # NE36692-A, Lab Rep #1, 1X
ALS Vvial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161cjJJJfjo.m
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

3k 3k 3k e 3k sk ok ok ok sk ok ok ok 3k sk e ok ok kb ok ok ok o ok ok sk sk ek ke ok e ke ke k ke ok ok ok e 3k ok o s s ke ok ok ok ok ok ok e ke ok ok ok ok ok ok ok ok koK Ok

Peak Number 15 2,2,9-Trimethyldec-5-ene-3,... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.486 1.76 ug/mL 392064 Phenanthrene-d10 9.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2,2,9-Trimethyldec-5-ene-3,8-dione 210 C13H2202
2 Sulfurous acid, decyl pentyl ester 292 C15H3203S

083040-81-7 32
1000309-14-3 22

3 Dodecane 170 C12H26 000112-406-3 12
4 Dotriacontane 451 C32H66 000544-85-4 12
5 Pentadecane 212 C15H32 000629-62-9 12

Abundance  gcan 1326 (11.486 min): 11142014_019.D\data.ms (-13
711

m/z 71.10 100.00%

N W
5000 41 1 207.2
2 286. —————
11.50
T m/z 57.15 70.79%
miz—> 50 100 150 200 250
Abundance #69330: 2,2,9-Trimethyldec-5-ene-3 8-dione WMMW
57.0
5000 11.50
' . .24%
27.0 J 107.0 210.0 m/z 81.10 70.2
il ﬁ.,@—#.lﬁio...] I “MkwhWMWWNLMNNhMN
miz—> 50 100 150 200 250
Abundance #137566: Sulfurous acid, decyl pentyl ester
71.0
gt
11.50
5000 m/z 85.20 57.20%
' 411.01‘“-0 193.0 MW
iz 50 100 150 200 250
Abundance #38317: Dodecane U 10
57.0 ’
l m/z 133.05  48.10%
5000 |
ii
.%”s:°£,..‘.J?*i,'°.4.1.49-9‘.’i"?,,......... B I
s 50 100 150 200 250 11.50

rRr1616 Jjo-n Tue Nov 18 14:25:58 2014 DAN
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Library Search Compound Report

pata Path : D:{jJ\rP1616\11142014_Run\
Data File : 11142014 _019.D
Acg On : 14 Nov 2014 ©6:41 pm

Operator
Sample : NE36692-A
Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\l\methods\RPlGl-b.M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

2k % sk sk sk 3 ok ok ok e o s ok ok ok 3k ke 3k ok ok ok ok sk ok ok ok ok ok ok 3k ok ok ok ok 3k s 3k 3k e ek ko ok 3k kK ok ok K ok ok ke i ok ok ke e ok 3k ok sk ke ok ok ok
Peak Number 16 1,2,4-Triazolo[4,3-a]pyridi... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.639 2.04 ug/mL 454476  Phenanthrene-di10 9.680
Hit# of 5 Tentative ID . MW MolForm CAS# Qual
1 1,2,4-Triazolo[4,3-a]pyridin-3(2... 149 C7H7N30 004926-18-5 35
2 Terephthalic acid 166 C8H604 ©000100-21-0 22
3 Benzenemethanol, 3-methoxy-, ace... 180 C1©H1203 035480-26-3 12
4 Cyclopenteno[4.3-b]tetrahydrofur... 358 C19H1805S 1000211-22-7 12
S Terephthalic acid 166 C8H604 000100-21-0 12

Abundance  gcan 1352 (11.639 min): 11142014_019.D\data.ms (-13 ~ m/z 149.30 100.00%
551 971  149.3

256.1 327.!
207.2
e
11.50 12.00

5000 J
A .
s o0 100 150 200 250 300 m/z 55.18 97.21%
Abundance  #3501: 1,2,4-Triazolo[4,3-a]pyridin-3(2H)-one, 5-methyl w
93.0  149.0

T

——
12.00
m/z 97.10 92.49%

ALj“")iTTVI' f"’lll‘lll1l|""
miz-> 50 100 150 200 250 300

——
500039 o 11.50

m/z 109.10  75.54%

Abundance #35568: Terephthalic acid
149'0 T T ] T T T ] T
65.0 | 11.50 12.00
5000 m/z 71.20 79.61%
Ggese 4L Yot
. 5 100 150 200 250 300
Abundance #45202: Benzenemethanol, 3-methoxy-, acetate " 1150 1200
430 g . 1380

5000

mize-> 50 100 150 200 250 300 11.50 12.00

RP1616 o1 Tue Nov 18 14:25:59 2014 DAN
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Library Search Compound Report

Data Path : D: \RP1616\11142014_Run\
Data File : 11142014 _019.D

Acq On : 14 Nov 2014 06:41 pm

Operator

Sample : NE36692-A

Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161 o ¢
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

3k 3k e 3k s % ok sk 3k 3 e 3 sk sk ke ke ok koK ke e ok e S s sl ok ke sk ke ke s e e ok ok koK sk ok ok sk ok Sk K ok koK ke ok ok ok ok ok Sk okok ok ¥

Peak Number 17 (Z)-1-Bromo-2-tert-butoxyet... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.727 1.58 ug/mL 352141  Phenanthrene-d10@ 9.680
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (Z)-1-Bromo-2-tert-butoxyethene 178 C6H11BroO 113279-39-3 10
2 Propanoic acid, 2-bromo-, ethyl ... 180 CS5H9Br02 000535-11-5 S
3 Propanoic acid, 2-bromo-, ethyl ... 188 C5H9Br02 000535-11-5 5
4 Cyclopentane, 1-bromo-2-methoxy-... 178 C6H11BroO 051475-11-7 4
5 Propanedioic acid, bromomethyl-,... 252 C8H13Bro04 029263-94-3 2

Abundance  gcan 1367 (11.727 min): 11142014_019.D\datams (-13 m/z 57.180 100.080%
51.1

5000

T T T

1150 1200
m/z 71.15 64.79%

50 100 150 200 250

m/z—-> . ]
Abundance #44239: (Z)-1-Bromo-2-tert-butoxyethene : WWW
57.0 :

178.0
UL D
o 11.50 12.00
5000 l 0122.0 m/z 79.10  37.90%

Ll
miz-—-> o l5|0' - ‘1601 o I1f">0' o .260‘ o ‘Ztl')(')I - NWWW

Abundance #45858: Propanoic acid, 2-bromo-, ethyl ester
29.0

L T

1150 1200

U 107.0 m/z 127.10  36.49%

i
jﬁ" |730 & 1370 1800

m
=TT ||r T Y

50 100 150 200 250

m/z-->
Abundance #45855: Propanoic acid, 2-bromo-, ethyl ester 180 1200
29.0
m/z 106.10  33.42%
5000 ; 10?.0
‘. L 1370 1800
SO STEN TY I—. 4
50 100 150 200 250 11.50 1200

m/z-->

rP1616 o.M Tue Nov 18 14:25:59 2014 DAN
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Library Search Compound Report

pata Path : D:\|J\RP1616\11142014 Run\
Data File : 11142014_019.D
Acq On : 14 Nov 2614 06:41 pm

Operator
Sample ¢ NE36692-A
Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161dJJfjo-m
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P

ok ok 3k 3k ok 3k 3k 3 3k 3k 3k 3 3 ok o ok ok o 3 ok ok ok k 3k o k ok ok ok ok ok A ok sk 3 3k 3k ok 3 ok sk 2k ok 3 ok k k 3k ok 3k 3k ok K K Ok K ok ok ok ok Ok koK ok

Peak Number 18 Cyclohexanol, 4-methyl-, tr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.916 2.66 ug/mL 354444  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanol, 4-methyl-, trans- 114 C7H140 007731-29-5 9

2 9-Oxa-2-azaspiro[5.5]undecane, 8... 183 C11H21INO 057117-92-7 9

3 Tetracyclo{5.1.0.0(2,4).0(3,5)]o... 322 C12H16BrF02S 1000143-00-7 9
4 Cyclohexanol, 4-methyl- 114 C7H140 000589-91-3 9

5 Cyclohexanol, 2-methyl-, cis- 114 C7H140 007443-70-1 9

Abundance  gcan 1399 (11.916 min): 11142014_019.D\data.ms (-13 M/z 57.10 100.00%
’ %

12.00

5000 96.1

189.2 2193 261

m/z 96.10 45.74%
mize> 50 100 150 200 250 .
Abundance #7598: Cyclohexanol, 4-methyl-, trans- M%M“MM
57.0 :
5000 96.0 12.00
29.0 JL J m/z 43.10 42.31%

e S e o o
miz--> 50 100 150 200 250 %

Abundance  #47945: 9-Oxa-2-azaspiro[5.5]undecane, 8,8-dimethyl-
57.0

o
12.00

5000 ; 96.0 m/z 41.10 37.53%
I 127.0 183.0
! Wb l ,155q
L LA L I L L B AL B
miz-> 50 100 150 200 250
Abundance 412288 Tetracyclo[5.1.0.0(2,4).0(3,5)Joctan-ex0-6-0l, € T 20
57.0 122.0 B :
; | m/z 123.10  35.97%
| H
5000 ; |
i !
o wef iss 2210
Mize> 50 100 150 200 250 12.00

RP1616 o1 Tue Nov 18 14:26:00 2014 DAN Page: 20




Data Path :
Data File :
¢ 14 Nov 2014 06:41 pm

Acq On
Operator
Sample
Misc

ALS vial

D:

1

¢ N
: Tag # NE36692-A, Lab Rep #1, 1X
1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\RP1616\11142014_Run\
1142014_019.D

E36692-A

8 Sample Multiplier: 1

: D:\MassHunter\GCMS\1\methods\RP161cjJjb .M

: RP1616-MCHM Compounds

: C:\Database\NIST11.L

TIC Integration Parameters: RP1616.P

ke o 4 ok ko ok o ok sk ok ok o ok ok ok ok K ok ok ok ok ok sk ok ok 3k ke sk ok sk sk ok e ke ok ok ol e sk ok ookl ok ok o ok K ok sk ok ok ok ok o ok ok oK

Peak Number 19 3-Methoxy-2,5-dimethylpyrazine Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T
12.110 3.15 ug/mL 420098 Chrysene-dl2 13.963
Hit# of 5 Tentative ID MW MolForm CAS# Qual

-Methoxy-2,5-dimethylpyrazine 138 C7H10ON20 019846-22-1 23
,2-Cyclobutanedicarboxylic acid... 144 C6H804 001461-94-5 22
E)-Dodec-2-enyl isobutyl carbonate 284 C17H3203 1000372-78-7 17
-Benzoquinone 108 C6H402 000106-51-4 12
anthine 152 C5H4N402 000069-89-6 12

nhHhwmnpR
XOT NP Ww

Abundance  Scan 1432 (12.110 min); 11142014_019.D\data.ms (-14 Mm/z 83.10 100.00%

421 831 138.1 ,
178.1 2500 3%
219.1
5000
—
12.00 12.50
. 50 100 150 200 250 300 3s0  ™M/z 138.65  96.88%
Abundance #17205: 3-Methoxy-2,5-dimethylpyrazine
138.0
50001 540 12.00 12.50
W 95 m/z 85.20 93.40%
: ..,‘.A.Q,.m,....,....,....,l......
miz--> 50 100 150 200 250 300 350
Abundance #20620: 1,2-Cyclobutanedicarboxylic acid, cis-
0
—
12.00 12.50
m/z 77.1@ 92.71%
aes 50 100 150 200 250 300 350
Abundance #;%10145: (E)-Dodec-2-eny! isobutyl carbonate " 1200 1250
i. m/z 54.00 91.67%
5000 %60
5.0 | 183.0 2200 284.0
miz—> 50 100 150 200 250 300 350 12.00 12.50

RP1616 o Tue Nov 18 14:26:01 2014 DAN Page: 21



Library Search Compound Report

pata Path : D:\JJj\RP1616\11142014_Run\
Data File : 11142014 019.D
Acq On : 14 Nov 2014 06:41 pm

Operator
Sample : NE36692-A
Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS vial : 18 Sample Multiplier: 1

Quant Method : D:\MassHunter\GCMS\1\methods\RP161cjjjjjo .M
Quant Title : RP1616-MCHM Compounds

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: RP1616.P
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Peak Number 20 m-Menthane, (1S,3R)-(+)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.586 1.59 ug/mL 212082 Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 m-Menthane, (1S,3R)-(+)- 140 C10H20 013837-66-6 10
2 Hydrazinecarboxamide, 2-(2,6-dim... 183 C9H17N30 957174-11-5 10
3 1-Azabicyclo[2.2.2]octan-3-one 125 C7H11NO 003731-38-2 10
4 4-Hydroxy-1-methyloctahydro-2(1H... 183 C1@H17NO2 1005254-62-5 9
5 Aminoperimidine 183 C11HS9N3 028832-64-6 9

Abundance  gcan 1513 (12.586 min): 11142014_019.D\data.ms (-15 M/z 71.15 100.00%
742 971 1
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Tentatively Identified Compound (LSC) summary

Data Path : D: \RP1616\11142014 Run\
Data File : 11142014_019.D

Acq On ¢ 14 Nov 2014 ©6:41 pm

Operator :

Sample : NE36692-A

Misc : Tag # NE36692-A, Lab Rep #1, 1X

ALS Vvial : 18

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST11.L

TIC Integration Parameters: RP1616.P

TIC Top Hit name

D: \MassHunter\GcMS\1\methods \RP161JJfjb .M
: RP1616-MCHM Compounds

|--Internal

RT EstConc Units Response |#

RT

Standard---|
Resp Conc]|

Cyclohexanecarb... 6.616
3-Methylthio-1-... 9.533
1H-Pyrazole, 1,... 9.851
2-Cyclopenten-1... 9.922
Hexadecane, 2,6... 10.133
2,2,9-Trimethyl... 10.216
Bicyclo[2.2.1]h... 10.416
1-Decanol, 2-he... 10.539
Decane 19.657
Heptadecane 10.751
Cyclopentanecar... 10,998
2(3H)-Benzofura... 11.145
Propanoic acid,... 11.192
1-Decanol, 2-he... 11.369
2,2,9-Trimethyl... 11.486
1,2,4-Triazolo[... 11.639
(Z)-1-Bromo-2-t... 11.727
Cyclohexanol, 4... 11,916
3-Methoxy-2,5-d... 12.110
m-Menthane, (1S... 12.586
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File

Operator
Acquired
Instrument :
Sample Name:
Misc Info
Vial Number:

Abundance
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D3

\RP1616\11142014 Run\11142014_019.D

: 14 Nov 2014 ©06:41 pm using AcqMethod RP1616[JJJ~

EnvQnt
NE36692-A

: Tag # NE36692-A, Lab Rep #1, 1X

18

lon 142.00 (141.70 to 142.70): 11142014_019.D\data.ms
6.616
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lon 136.00 (135.70 to 136.70): 11142014_019.D\data.ms
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551

0

142.2
97.2 124.2

87.1 ,
‘ ' ‘ : ' i ’ 136.2 i
n Rl | 8 R T [

7T |x|'|I‘-.rx||vn|n|v]rvrv].rn[v\‘n]f’fjr'rrrr1~1rv|

|
|

1141,
T

511l

m/z-->

’ll|||ll||'|l [

30 35 40

45 105 110 115 120 125 130 135 140 145 150

- RPicit

(>n 1y





